LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample 1 M4142-01

Misc :

ALS Vvial : 12 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-BF100721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125827.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.457 568 573 576 rBV 3563199 3324811 64.92% 5.119%
2 6.469 740 745 748 rBV 3493344 3254926 63.56% 5.011%
3 6.845 805 809 812 rBV 1228116 1017641 19.87% 1.567%
4 7.404 894 904 907 rBV 2441678 2180883 42.58%  3.358%
5 7.498 914 920 922 rVB 187886 221275 4.32% 0.341%
6 7.722 954 958 961 rBv3 92732 119478 2.33% 0.184%
7 7.769 964 966 970 rVV2 179713 196280 3.83% 0.302%
8 8.028 1007 1010 1015 rBvV2 989534 836175 16.33% 1.287%
9 8.075 1015 1018 1022 rBVv4 235132 334384 6.53% 0.515%
10 8.122 1022 1026 1031 rVV 1523355 1675401 32.71% 2.579%
11 8.186 1034 1037 1040 rVB2 222532 281077 5.49% 0.433%
12 8.216 1040 1042 1044 rBV3 149501 123779 2.42% 0.191%
13 8.304 1054 1057 1059 rBV2 238860 204919 4.00%  0.315%
14  8.363 1064 1067 1070 rBV3 255530 337643 6.59% 0.520%
15 8.422 1073 1077 1080 rBV3 444164 462394 9.03% 0.712%
16 8.475 1084 1086 1089 rBV3 272240 267138 5.22% 0.411%
17 8.516 1089 1093 1095 rBV4 313304 418905 8.18% 0.645%
18 8.551 1096 1099 1101 rBV 411860 412371 8.95% 0.635%
19 8.569 1101 1102 1104 rVB 296388 207073 4.04% 0.319%
20 8.592 1104 1106 1109 rVB2 625677 529267 10.33% 0.815%
21 8.633 1110 1113 1115 rBvV2 392198 355861 6.95% 0.548%
22 8.657 1115 1117 1118 rBV 251307 200731 3.92% 0.309%
23 8.675 1118 1120 1121 rBV 174422 123355 2.41% 0.190%
24  8.757 1129 1134 1135 rBV3 359953 620036 12.11% ©.955%
25  8.822 1142 1145 1147 rVB3 439325 361824 7.07% ©.557%
26  8.875 1151 1154 1157 rBV3 569808 556645 10.87% ©0.857%
27 8.904 1157 1159 1162 rBV3 576101 662661 12.94% 1.020%
28 8.951 1162 1167 1169 rBV2 1241535 1360487 26.56% 2.095%
29 9.010 1174 1177 1180 rBV5 524258 684156 13.36% 1.053%
30 9.069 1185 1187 1188 rBV2 443069 338034 6.60% 0.520%
31 9.092 1189 1191 1193 rVB3 644158 491733 9.60% 0.757%
32 9.127 1194 1197 1199 rBV2 1128612 895425 17.48% 1.379%
33 9.157 1199 1202 1205 rVB2 1790158 1577155 30.80% 2.428%
34 9.204 1206 1210 1212 rBV 4129568 3830610 74.80% 5.898%
35 9.245 1215 1217 1219 rBV2 502518 428510 8.37% 0.660%

36 9.286 1221 1224 1229 rBV5 1869353 2614057 51.04%  4.025%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample 1 M4142-01

Misc :

ALS Vvial : 12 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-BF100721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.357 1234 1236 1238 rVB2 781238 630618 12.31% 0.971%
38 9.522 1261 1264 1266 rBV3 1286503 1577005 30.79%  2.428%
39 9.545 1266 1268 1270 rVV 1277967 1016837 19.85% 1.566%
40  9.569 1270 1272 1275 rVB2 1791773 1819828 35.53% 2.802%
41 9.604 1275 1278 1279 rBV2 3851828 3705591 72.36% 5.705%
42  9.763 1302 1305 1308 rBV3 1832099 2391106 46.69%  3.681%
43  9.810 1310 1313 1315 rVB2 3731904 3658550 71.44% 5.633%
44  9.880 1321 1325 1330 rBV6 2694501 5121356 100.00%  7.885%
45 10.163 1371 1373 1378 rBV4 1685054 2151662 42.01%  3.313%
46 14.027 2028 2030 2034 rBV3 1312957 1712265 33.43% 2.636%
47 15.056 2200 2205 2208 rBV 2179183 3526753 68.86% 5.430%
48 15.351 2251 2255 2260 rVB 1293026 1660034 32.41%  2.556%
49 15.409 2261 2265 2272 rVB 1248802 1580885 30.87%  2.434%
50 15.468 2272 2275 2278 rBV2 712687 835680 16.32%  1.287%
51 16.909 2515 2520 2528 rVB2 526855 954135 18.63% 1.469%
52 17.092 2547 2551 2556 rBV2 96433 217073  4.24%  0.334%

53 17.350 2589 2595 2608 rVB 402934 885476 17.29% 1.363%

Sum of corrected areas: 64951954
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

: 13 Oct 2021 15:17
: M4142-01

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
BF125827.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

TIC: BF125827.D\data.ms

5.457 6.469

7.404

6.845
49877

Time-->
Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

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: BF125827.D\data.ms

9.810 10. 16
9.880

9.604 l
7»

9.204 W

0
Time-->
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1.2e+07

1le+07

8000000

6000000

4000000

2000000

Time-->
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‘ — — —
10.00 10.50 11.00
TIC: BF125827.D\data.ms

— — — —
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16.909
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample : M4142-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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-methyl-4-(1-meth... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.498 2.64 ng 221275 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 93
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 64
3 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 64
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 59
5 p-Cymene 134 C10H14 000099-87-6 52
Abundance Scan 920 (7.498 min): BF125827.D\data.ms (-914) (-) m/z 119.10 100.00%
119.1
5000
148.1 L4¥L7J&&#Kﬂikjj#ﬂﬂl
91.0
a1 691 ‘ ‘ ‘ 7.20 7.40 7.60 7.80
e TS o m‘u gt “‘J bbb m/z 148.05  23.27%
miz--> 20 40 60 8 100 120 140
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000
7.20 7.40 7.60 7.80

910 148.0 m/z 105.00 19.27%

0. 80 1y |

O\\\\‘\‘\\\“‘\\\\‘\‘\\\“\\\\“\\\‘\“\\\‘\‘\\\\‘\
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0 A
‘M‘/‘h‘
7.20 7.40 7.60 7.80
5000 m/z 91.00 18.93%
1.
150 300 g %00
0 b ﬂﬂ‘ﬂw‘uﬂ"J“‘L“J“Ul“‘u““‘ |
miz--> 20 60 80 100 120 140 ﬂ
Abundance #26388.Benzene,(1J:dkneﬂwknopy0— MMAW“‘W“‘W“‘W“‘
119.0 7.20 7.40 7.60 7.80
91.0 m/z 69.10 12.41%
5000
41.0 650 148.0
o120 i ““‘ Vi R PR L - T
m/z--> 20 60 80 100 120 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample : M4142-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.028 9.98 ng 836175 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 80
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 50
4 Tetraethylene glycol 194 C8H1805 000112-60-7 47
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 47
Abundance Scan 1010 (8.028 min): BF125827.D\data.ms (-1007) (-) m/z 57.10 100.00%
57
5000
R S BARRE
87.0 1331 7.80 8.00 8.20 8.40
38 ool ooy | 1661 ;
O bl b Bl T m/z 45.85 90.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B I B I L L
29.0 7.80 8.00 8.20 8.40
’ m/z 41.10  33.74%
‘8?0
Ot \‘\”‘ \H ‘\ \““1‘\ \MH\ \‘1‘ 7 \“i‘\ \]"‘(\)7\\0\ ‘}\3‘}2;(’)\ LI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
R mma
7.80 8.00 8.20 8.40
5000 m/z 75.05 20.45%
29.0
‘ ‘ 87.0
ol il ek 2180
miz--> 20 40 60 80 100 120 140 160 180
Abundance #5034: 3,3-Dimethylbutane-2-ol R R e S AR
45.0 7.80 8.00 8.20 8.40
m/z 56.10 16.30%
5000
69.0
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample : M4142-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown8.186 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.186 3.36 ng 281077 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 38
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 27
3 Hexadecyl octyl ether 354 C24H500 1000406-38-6 27
4 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 27
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 25

Abundance Scan 1037 (8.186 min): BF125827.D\data.ms (-1034) (-) m/z 57.10 100.00%

57.1
5000 149.1 M
e T
‘ H 93.0 L 7.80 8.00 8.20 8.40 8.60
O by ot L 2L L3800 nyz 149.05  45.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 I L L R L
7.80 8.00 8.20 8.40 8.60
m/z 43.10 38.29%
29.0 98.0
OH‘\‘\‘\\’\H‘!’\\HH‘HH“‘H”\‘\\]\-\4.‘1\9\]’_\62\()‘\\\\‘\\\\‘\\\\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59041: Dodecane, 6-methyl-
57.0
e AR RAREEEaE T
7.80 8.00 8.20 8.40 8.60
5000 m/z 71.10 37.30%
bty 1400 1880
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #264243: Hexadecyl octyl ether R AR RERREREEEE
57.0 7.80 8.00 8.20 8.40 8.60
m/z 41.10 22.81%
5000
83.0
29.0 111.0
Ny \H |1 ,141.0 169.0 1960 2250
b e e e e e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample : M4142-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1,4-Dimethyladamantane (iso... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.363 4.03 ng 337643 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 76
2 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 68
3 Benzenemethanol, 4-(1,1-dimethyl... 164 C11H160 000877-65-6 64
4 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 59
5 Benzene, 1-methoxy-4-methyl-2-(1... 164 C11H160 031574-44-4 53

Abundance Scan 1067 (8.363 min): BF125827.D\data.ms (-1064) (-) m/z 149.05 100.00%

149.1
5000
93.0
1191 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
41.1 , ‘ ‘ 1761 8.00 8.20 8.40 8.60
Y B AT 1R Bl - H=25 m/z  93.85  29.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
5000 L LN B I B B
41.0 93.0 8.00 8.20 8.40 8.60
m/z 79.05 18.46%
67.0
O \\\.O‘\H\ \“ \ T \‘\‘\“\‘\ \““\ \‘\ \ ‘ \‘\ \]_\2‘1\0\\ T ‘ T \‘\ T ‘ 1 L ‘ 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39778: Adamantane, 1,3-dimethyl-
149.0
T
8.00 8.20 8.40 8.60
m/z 91.05 17.91%
5000 93.0
41.0
121.0
o150 |y ,MMM“uw‘mum_“w!”w
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #39653: Benzenemethanol, 4-(1,1-dimethylethyl)- T
149.0 8.00 8.20 8.40 8.60
m/z 119.05 17.51%
5000
91.0
41.0
m/z--> 20 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample : M4142-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown8.422 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
8.422 5.52 ng 462394  Naphthalene-d8 8.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H1l6
2 1,6-Octadiene, 5,7-dimethyl-, (R)- 138 C10H18

050746-53-7 27
085006-04-8 25

3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 22
4 Cyclohexane, hexyl- 168 C12H24 004292-75-5 22
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 22

Abundance Scan 1077 (8.422 min): BF125827.D\data.ms (-1073) (-) m/z 83.05 100.00%
83.0
55.1
177.2
5000 137.1
05.1 e
8.00 8.20 8.40 8.60 8.80
0 m/z 55.10 74.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12240: Cyclopentane, 1-methyl-2-(2-propenyl)-, trans-
55.0 83.0
5000 I L L B
27.0 8.00 8.20 8.40 8.60 8.80
m/z 177.20 57.70%
O\\\‘\‘\‘l‘\\‘\\‘H“}‘\hl\\“‘1\\}‘].\0\9\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19493: 1,6-Octadiene, 5,7-dimethyl-, (R)-
55.0 83.0
AR RARRRARE S SRR
8.00 8.20 8.40 8.60 8.80
5000 m/z 82.10 54.34%
H H 123.0
oH‘WHHUH“!“NH‘ ) [ —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20677: Cyclohexane, butyl- e
55.0 83.0 8.00 8.20 8.40 8.60 8.80
m/z 81.10 51.12%
5000
29.0 140.0
ou‘w‘HH‘H‘HJ‘!‘_‘l‘mlm‘l‘l“l}?uwum_m_m‘ N —
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80

8270-BF100721.M Thu Oct 14 12:11:28 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17

Operator Ju/caG

Sample : M4142-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 cis,trans-3-Ethylbicyclo[4.... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
8.475 3.19 ng 267138 Naphthalene-d8 8.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,trans-3-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-41-1 50
2 Cyclohexene, 4,5-diethyl-1,2-dim... 166 C12H22 014113-70-3 18
3 Cyclohexane, 1-methyl-2-propyl- 140 C1eH20 004291-79-6 15
4 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 14
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 11

Abundance Scan 1086 (8.475 min): BF125827.D

\data.ms (-1084) (-)
37.1

m/z 81.10 100.00%

55.1 81.1 1
05.1
5000
162.1
R R REEERRRE
182.2 8.20 8.40 8.60 8.80
o} m/z 55.10 96.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41574: cis,trans-3-Ethylbicyclo[4.4.0]decane
137.0
81.0
5000 UL L B I B AL LR
166.0 8.20 8.40 8.60 8.80
55.0 m/z 137.05 91.16%
‘ ‘ 109.0 ‘
0 ‘HH‘\\\Hi‘\”1‘\\“‘h\\‘\”l“\\‘\\‘\\\1‘\\\\‘\‘\\\‘\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance  #41589: Cyclohexene, 4,5-diethyl-1,2-dimethyl-, cis-
95.0 137.0
R AR
55.0 8.20 8.40 8.60 8.80
5000 m/z 97.10 81.56%
166.0
29.0
‘ ‘77.
0 0 O N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20744: Cyclohexane, 1-methyl-2-propyl- R AR e
55.0 97.0 8.20 8.40 8.60 8.80
m/z 105.10 69.48%
5000
29.0 ‘ ‘ 140.0
B il 7Y e SO 1 79 99 YA
m/z--> 20 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF100721.M Thu Oct 14 12:11:29 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17

Operator Ju/caG

Sample : M4142-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown8.516 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8516 s.eeng 418905 Naphthalene-ds 8.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane-1-carboxylic acid 180 Cl1lH1602 000828-51-3 35

-Adamantanemethylamine

-Adamantaneacetic acid

165 C11H19N
166 C11H180
194 C12H1802

1A
21
3 1-Adamantanemethanol
4 1
54

-Amino-2,6-dimethyl-3-pyridyl 1... 300

C18H24N202

Abundance Scan 1093 (8.516 min): BF125827.D\data.ms (-1089) (-)

017768-41-1 30
000770-71-8 25
004942-47-6 15
1000260-99-2 14

m/z 135.05 100.00%

135.1
55.1
5000
83.1 109.1
165.1
R aERE
1041 8.20 8.40 8.60 8.80
o 94 m/z 119.05  63.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54667: Adamantane-1-carboxylic acid
135.0
5000 L L L B L B I I R |
8.20 8.40 8.60 8.80
79.0 m/z 55.10 56.47%
41.0 ‘ ‘ 107.0 180.0
0 ‘\‘\‘\\“‘\‘\‘\H\‘\“\‘\\‘H"\\M\‘\‘!\\‘\\\!‘\\\\‘\\\\}\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40568: 1-Adamantanemethylamine
135.0
e EaAsmmEESEEE
30.0 8.20 8.40 8.60 8.80
5000 ITI/Z 109.10 42.64%
79.0 165.0
55.0 ‘ 107.0
ol bt M
miz--> 20 40 60 80 100 120 140 160 180
Abundance #41388: 1-Adamantanemethanol R EAEEEEEREEEE
135.0 8.20 8.40 8.60 8.80
m/z 69.10 40.07%
5000
79.0
41.0 ‘ ‘ 107.0 166.0
PR VT Y N s AN B
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF100721.M Thu Oct 14 12:11:29 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample : M4142-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Sulfurous acid, 2-ethylhexy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.551 4.92 ng 412371  Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 80
2 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 72
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 64
4 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 59
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 49

Abundance Scan 1099 (8.551 min): BF125827.D\data.ms (-1096) (-) m/z 57.10 100.00%
57.1

o WN\/
R RRREEE
‘ ‘85"1‘11 165.2 8.20 8.40 8.60 8.80
om_m‘m‘H‘:‘“!‘H_‘U‘_%3?}”“”“1‘9‘2“2‘”‘_‘” m/z 71.10  78.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
5000 L L L B L R R
8.20 8.40 8.60 8.80
m/z 43.10 51.27%
290‘ ‘ 850 1130 /
O\\\‘\\\\‘\\\!“}\H}\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32956: Heptane, 3-[(ethenyloxy)methyl]-
57.0
R R AR
8.20 8.40 8.60 8.80
5000 ITI/Z 41.10 27.11%
29.0
“ ‘ ‘83"0 112.0 141.0
0mm“““Mm,uu‘l‘wu‘lwmwm,uu_m,uu_m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107223: Tridecane, 5-propyl- T
57.0 8.20 8.40 8.60 8.80
m/z 56.05 21.79%
5000
85.0
112.0
0200 | 1 a0 1880 aaeg AV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80

8270-BF100721.M Thu Oct 14 12:11:30 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample : M4142-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown8.592 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.592 6.32 ng 529267 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,6-Trimethyladamantane 178 C13H22 024139-37-5 38
2 9H-Purin-6-amine,N,9-dimethyl- 163 C7H9N5 002009-52-1 38
3 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 37
4 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 35
5 N-Acetyl-L-tyrosinamide 222 C11H14N203 001948-71-6 35

Abundance Scan 1106 (8.592 min): BF125827.D\data.ms (-1104) (-) m/z 163.10 100.00%
1638.1

5000 107.1 1311
411 81'1 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
8.20 8.40 8.60 8.80 9.00
0 3 L 3822 4z 131.e5  51.01%
miz--> 40 60 80 100 120 140 160 180
Abundance #52973: 1,3,6-Trimethyladamantane
163.0
8.20 8.40 8.60 8.80 9.00
550 81.0 m/z 107.10 44.76%
‘ 135.0
O\\‘\\‘\“H \‘1 HH “‘H\\‘\\\‘\‘\\‘\\‘\\\\“\\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #38931: 9H-Purin-6-amine,N,9-dimethyl-
168.0
R A RRRRRRRRRREREER
8.20 8.40 8.60 8.80 9.00
107.0 m/z 95.10 38.27%
5000 134.0
42.0 80.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52974: 1,3,4-Trimethyladamantane s RARAS BRET
168.0 8.20 8.40 8.60 8.80 9.00
m/z 133.05 35.89%
5000
107.0
55.0 81.0
0 “‘ w‘ ““1“\“1“1_“‘H‘“u‘lc‘)’?ﬁ ““‘ R L Sant
mlz--> 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00

8270-BF100721.M Thu Oct 14 12:11:31 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample : M4142-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.633 4.25 ng 355861 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 68
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 64
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 44
4 1,1,6,6-Tetramethylspiro[4.4]nonane 180 C13H24 074054-92-5 30
5 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 25

Abundance Scan 1113 (8.633 min): BF125827.D\data.ms (-1110) (-) m/z 165.10 100.00%
165.1
95.1

131.1
5000 67.0

41.1

3

‘ ‘ ‘ 1011 8.40 8.60 8.80 9.00
‘ .

o b L 9L s 9510 83.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25053: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

5000 T T
105.0 8.40 8.60 8.80 9.00
m/z 109.10 71.43%
‘2\7‘\.(\)\ “‘ \5\]“-;‘.(\)“ ‘U \I?h‘o\ \‘ f‘ T “‘“\ T T “ \‘ ‘\ T ‘ T ‘ TTTT ‘ 1

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

Abundance  #25051: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

L L R R
8.40 8.60 8.80 9.00
m/z 81.10 70.56%
5000 105.0
39.0 77.0
| ‘\ \‘\\ il H“H el m“
L L L L L |

miz--> 20 40 60 80 100 120 140 160 180

'

o

e

o

L

Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- R EREREEEEEEEEEE
131.0 8.40 8.60 8.80 9.00
m/z 131.05 55.62%
5000 91.0
39.0 65.0 /\/L\
0 _‘“WHM‘HWMJM‘M‘pwuw“m“hu“‘u““u ‘ SULLLAVLL VAR AN
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF100721.M Thu Oct 14 12:11:31 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample : M4142-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown8.757 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.757 7.40 ng 620036 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-ethyl-1-methylbu... 180 C13H24 074810-41-6 49
2 2-Furancarboxylic acid, 2-propen... 152 C8H803 004208-49-5 25
3 Furan-2-carboxamide, N-butyl-N-m... 181 C1@H15NO2 1000415-63-9 22
4 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 003588-18-9 22
5 Cyclohexene, 3-(bromomethyl)- 174 C7H11Br 034825-93-9 22

Abundance Scan 1134 (8.757 min): BF125827.D\data.ms (-1129) (-) m/z 95.10 100.00%

95.1
151.1
5000
67.0
411 1802 L LA L L L AR
17.1 8.40 8.60 8.80 9.00
0! 2060 /7 151.05  65.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #55030: Cyclohexane, (2-ethyl-1-methylbutylidene)-
95.0
151.0
41.0
67.0
5000 L L B L I LN B
8.40 8.60 8.80 9.00
180.0 m/z 81.10 50.68%
I je2ro |
0 iH“\“H\\‘“H\\‘HH‘HH[‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #30070: 2-Furancarboxylic acid, 2-propenyl ester
95.0
e RARRsEEESSEE
8.40 8.60 8.80 9.00
5000 m/z 67.00 32.95%
39.0
| 680 | gpgq 1920
-4t
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #55766: Furan-2-carboxamide, N-butyl-N-methyl- AN E e EAmAaREEES
95.0 8.40 8.60 8.80 9.00
m/z 55.10 25.06%
5000
138.0
oltso B2 ero oo M
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF100721.M Thu Oct 14 12:11:32 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample : M4142-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown9.010

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
9.010 2.67 ng 684156  Acenaphthene-die 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Ethenoxy-1,7,7-trimethylbicycl... 180 C12H200
2 cis,trans-1,9-Dimethylspiro[5.5]... 180 C13H24
3 Cyclopentane, pentylidene- 138 C10H18
4 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18
5 Spiro[3.5]nonan-1-one 138 C9H140

Abundance Scan 1177 (9.010 min): BF125827.D\data.ms (-1174) (-)
81.1 137.1

57.1

5000

180
159.1
109.1

ol 206.1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54911: 2-Ethenoxy-1,7,7-trimethylbicyclo(2.2.1)heptane
81.0 137.0

5000

‘ 109.0
O ‘ T U T “ T \“\ ‘ L ‘ ‘\ T ‘\‘ W ‘ T ‘\‘ T ‘ TTT \" TTTT ‘ L ‘ TTTT ‘ L
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #55023: cis,trans-1,9-Dimethylspiro[5.5]undecane

43.0 H
) \‘

1000432-15-0 38
1000111-73-3 35
053366-55-5 25
000554-59-6 25
029800-45-1 22

m/z 81.10 100.00%

¥

8.60 8.80 9.00 9.20 9.40
m/z 137.05 88.63%

3

8.60 8.80 9.00 9.20 9.40
m/z 95.10 72.17%

5

81.0 110.0
55.0 R A AARAREREE
8.60 8.80 9.00 9.20 9.40
5000 180.0 m/z 57.10  69.07%
151.0 ‘
ot A e e e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19438: Cyclopentane, pentylidene- R ARARAEEREEE S
67.0 95.0 8.60 8.80 9.00 9.20 9.40
m/z 69.10 67.76%
5000 41.0
‘ ‘ ‘ 138.0
0 “ ““ ‘1“1‘\‘UHW\H\”!“\\‘w\‘HH“,HH‘HH‘HH‘HH

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

8270-BF100721.M Thu Oct 14 12:11:33 2021

8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample : M4142-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown9.127 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.127 3.50 ng 895425  Acenaphthene-die 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylcyclohexanol, heptafluoro... 324 C12H15F702 959079-92-6 27
2 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 25
3 4-Ethylcyclohexene 110 C8H14 003742-42-5 22
4 Furan, 2,3,5-trimethyl- 110 C7H100 010504-04-8 14
5 1H-1,2,3-Triazole, 4-(4-chloroph... 179 C8H6CIN3 005604-31-9 11

Abundance Scan 1197 (9.127 min): BF125827.D\data.ms (-1194) (-) m/z 81.10 100.00%

81.1
5000
R RamE e A
8.80 9.00 9.20 9.40
0! m/z 179.20 76.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #228328: 2-Ethylcyclohexanol, heptafluorobutyrate
81.0
41.0
110.0
5000 L L B R I B BB |
8.80 9.00 9.20 9.40
‘ 169.0 m/z 109.10  55.50%
Ot ”H‘M\\‘1\“\\‘\\‘H‘H‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6706: Cyclohexene, 1-ethyl-
81.0
ARRRREEEEE
8.80 9.00 9.20 9.40
5000 m/z 110.10 55.24%
41.0 110.0
AP O I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6686: 4-Ethylcyclohexene R RamE e A
81.0 8.80 9.00 9.20 9.40
m/z 123.10  54.19%
5000 54.0
AL
ol e e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF100721.M Thu Oct 14 12:11:33 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample : M4142-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Benzene, 1-cyclohexyl-3-met... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.522 6.16 ng 1577010  Acenaphthene-d10 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-cyclohexyl-3-methyl- 174 C13H18 004575-46-6 87
2 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 60
3 1-Methyl-2-cyclohexylbenzene 174 C13H18 004501-35-3 55
4 1,2,3,4-Tetrahydro-3-isopropyl-5... 188 C14H20 1000241-59-1 41
5 3-Phenylpropyl cinnamate, (E)- 266 C18H1802 290311-72-7 27

Abundance Scan 1264 (9.522 min): BF125827.D\data.ms (-1261) (-) m/z 131.05 100.00%

131.1
105.1
1741
55.1
5000 81.1
SN T
03.2 9.50
0! m/z 118.10  79.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49139: Benzene, 1-cyclohexyl-3-methyl-
131.0 174.0
105.0
5000 — :
9.50
390 479 m/z 105.10  79.03%
0 :\L\S‘\‘o\“l‘\ i \“M “M“\‘ \”1‘”‘”\ \“‘\‘ \"‘h ' T \“\ T \“ T \‘\ [T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49140: (1,4-Dimethylpent-2-enyl)benzene
131.0
SN T
105.0 9.50
5000 m/z 174.10 71.51%
174.0
41.0 77.0
0 ‘pm‘”‘HMM‘H‘H‘W‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49134: 1-Methyl-2-cyclohexylbenzene —— ‘
131.0 174.0 9.50
m/z 55.10 57.35%
5000 105.0 M
67.0
0 H\M\f%QA‘ﬂwWW”\WMJMNLW¢Hw\ukw\u‘u\w\u ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample : M4142-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Naphthalene, 1,3-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.545 3.97 ng 1016840  Acenaphthene-d10 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 93
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 93

Abundance Scan 1268 (9.545 min): BF125827.D\data.ms (-1266) (-) m/z 156.10 100.00%
156.1

w i JU\MNAN
T T
55.1 811‘ mn w 208.2 9.50
bbby uumm,‘ﬂm‘m e m/z 141.05  91.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0
5000 — :
9.50
m/z 109.10 40.62%
115.0
0 27.0 510\\76\\\0 ||
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
T T
9.50
5000 m/z 165.20 30.10%
770 1150
27.0 5%0\ | Ll w
NN C ik EISVNITGR S B | W——
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33136: Naphthalene, 1,4-dimethyl- ——
156.0 9.50
m/z 155.10 29.26%
115.0
510 77.0
0 270 R ‘ bl H\‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17

Operator : JU/CG

Sample : M4142-01

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R.T. EstConc Area

9.569 7.11 ng

Hit# of 5

1 Naphthalene,
2 Naphthalene,
3 Naphthalene,
4 Naphthalene,

Naphthalene, 2,6-dimethyl-

Concentration Rank 6

Relative to ISTD R.T.
1819830  Acenaphthene-d10 9.892
Tentative ID MW MolForm CASH# Qual
2,6-dimethyl- 156 C12H12 000581-42-0 92
1,7-dimethyl- 156 C12H12 000575-37-1 91
1,6-dimethyl- 156 C12H12 000575-43-9 91
2,7-dimethyl- 156 C12H12 000582-16-1 91
1,5-dimethyl- 156 C12H12 000571-61-9 91

5 Naphthalene,

Abundance Scan 1272 (9.569 min): BF125827.D\

data.ms (-1270) (-)
6.1

m/z 156.10 100.00%

15
5000
T \
9.50
0+ m/z 141.05 76.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 T ‘
9.50
770 115.0 m/z 155.10 37.55%
51.0 ' '
0 \\\‘2\7‘\.9\“\\“\ \"‘H\‘\”H“\‘\‘H“H\‘H\“!‘\\“‘H‘M‘HH‘HH|HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
T \
9.50
5000 ITI/Z 145.05 33.00%
115.0
270 510 770 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33163: Naphthalene, 1,6-dimethyl- —— ‘
156.0 9.50
m/z 115.05 28.70%
5000
115.0
270 510 770 ‘ |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample : M4142-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1-(p-Fluorophenyl)-4-piperi... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.604 14.47 ng 3705590  Acenaphthene-d10 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 50
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 40
3 9-Phenanthrenamine 193 C14H11N 000947-73-9 30
4 2-Anthracenamine 193 C14H11N 000613-13-8 30
5 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 30

Abundance Scan 1278 (9.604 min): BF125827.D\data.ms (-1275) (-) m/z 193.20 100.00%
198.2

5000 69.1 123.1
41.1 95.1
S Y
L
o“‘_‘HmLJwN Al A ASTL ] 2202 n/z 123,10 4e.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0
123.0
5000 e —
150.0 9.50 10.00
95.0 m/z 69.10 38.32%
O\]-\7\‘(\)\\4\’3\\0\\‘6\9\\0\‘\\\‘\‘\\‘\\‘1\\\‘\\\\‘\\\\‘\\‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
193.0
69.0 1230 L o
41.0 9.50 10.00
5000 95.0 ITI/Z 83.10 33.12%
oo d b A b ) sz MM
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68081: 9-Phenanthrenamine — —
198.0 9.50 10.00
m/z 109.10 29.87%
5000 165.0
82.0
R R A e ARRRRRRERE e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17

Operator Ju/caG

Sample : M4142-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl©.163 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.163 8.40 ng 2151660  Acenaphthene-die 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 49
2 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 49
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 43
4 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 43
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 43

Abundance Scan 1373 (10.163 min): BF125827.D\data.ms (-1371) (-]

m/z 133.05 100.00%

711 138.1
5000 2111
204.2 T T
‘ ‘ % ‘ ‘ 10.00 10.50
ob b b WS Ly L 2402 m/z 71.10 87.32%
miz--> 50 100 150 200 250
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester
43.0
5000 — e
85.0 10.00 10.50
m/z 57.10 84.96%
O T “\ ‘\‘ ‘ ‘\‘H‘H \“‘ T M’ \‘]‘-%?\.0\ ‘ T %8\%.\0‘2\1-7\.0\ T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester
43.0
10.00 10.50
5000 85.0 m/z 85.10 65.31%
25.0
AN S
miz--> 50 100 150 200 250
Abundance #193303: Dodecane, 1-iodo- —— —
57.0 10.00 10.50
m/z 43.10 58.83%
- N%NWA¢ANMMAV/VVMfA/kL
99.0 155.0
S 1 O e 7 TR | S
m/z--> 50 100 150 200 250 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample : M4142-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.351 39.73 ng 1660030 Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Perylene 252 C20H12 000198-55-0 96
3 Benzo[a]pyrene 252 C20H12 000050-32-8 94
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 91
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91

Abundance Scan 2255 (15.351 min): BF125827.D\data.ms (-2251) (1  m/z 252.10 100.00%

252.1
5000
12‘5-0 15.00 15.50
ol 571l 2000, | 2991 36224144 ./, 350.19  27.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzole]pyrene
252.0
5000 T ==
15.00 15.50
m/z 253.10 21.49%
125.0
oL 740 ] 2000 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138551: Perylene
252.0
ha T
15.00 15.50
5000 m/z 125.00 14.11%
125.0
0].7.0 74.0 ‘“ 200.0, |
L B A L I B B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene “ T
252.0 15.00 15.50
m/z 126.00  12.25%
5000
126.0
oL 740 | 2000 |
R B o N B A e e A A — .
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample : M4142-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Benzo[b]triphenylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

17.092 5.20 ng 217073 Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]triphenylene 278 C22H14 000215-58-7 78
2 Vanadium, (.eta.5-2,4-cyclopenta... 278 C17H23V 126948-97-8 70
3 Pentacene 278 C22H14 000135-48-8 53
4 Picene 278 C22H14 000213-46-7 53
5 Benzo[b]chrysene 278 C22H14 000214-17-5 53

Abundance Scan 2551 (17.092 min): BF125827.D\data.ms (-2547) (1  m/z 278.10 100.00%

278.1
5000
147.0 221.1 — T
55.0
. 355.0 429.( 17.00
0! m/z 276.10  24.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171329: Benzolb]triphenylene
278.0
5000
17.00
139.0 m/z 279.10  23.34%
0 \H"Z:‘\‘g‘.\‘ow“\“\“‘\““\‘\\\?(’)7\.\0\\‘\\‘ L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #171057: Vanadium, (.eta.5-2,4-cyclopentadien-1-yl)[(1,2
278.0
N \
17.00
5000 116.0 m/z 147.00 20.95%
184.0
0 51\0 I I “\ ‘ \‘\ 23210\\ I
L T AL
m/z--> 50 100 150 200 250 300 350 400
Abundance #171320: Pentacene T
278.0 17.00
m/z 221.05 19.00%
5000
139.0
0 39.0 92.0 | 2240 |
T B B e e B —
m/z--> 50 100 150 200 250 300 350 400 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125827.D

Acqg On : 13 Oct 2021 15:17
Operator : JU/CG

Sample 1 M4142-01

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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|
Benzene, 1-meth... 7.498 2.6 ng 221275 2 8.122 1675400 20.0
Ethanol, 2-(2-b... 8.028 10.0 ng 836175 2 8.122 1675400 20.0
unknown8.186 8.186 3.4 ng 281077 2 8.122 1675400 20.0
1,4-Dimethylada... 8.363 4.0 ng 337643 2 8.122 1675400 20.0
unknown8.422 8.422 5.5 ng 462394 2 8.122 1675400 20.0
cis,trans-3-Eth... 8.475 3.2 ng 267138 2 8.122 1675400 20.0
unknown8.516 8.516 5.0 ng 418905 2 8.122 1675400 20.0
Sulfurous acid,... 8.551 4.9 ng 412371 2 8.122 1675400 20.0
unknown8.592 8.592 6.3 ng 529267 2 8.122 1675400 20.0
Naphthalene, 1,... 8.633 4.3 ng 355861 2 8.122 1675400 20.0
unknown8.757 8.757 7.4 ng 620036 2 8.122 1675400 20.0
unknown9.010 9.010 2.7 ng 684156 3  9.892 5121360 20.0
unknown9.127 9.127 3.5 ng 895425 3 9.892 5121360 20.0
Benzene, 1-cycl... 9.522 6.2 ng 1577010 3 9.892 5121360 20.0
Naphthalene, 1,... 9.545 4.0 ng 1016840 3 9.892 5121360 20.0
Naphthalene, 2,... 9.569 7.1 ng 1819830 3  9.892 5121360 20.0
1-(p-Fluorophen... 9.604 14.5 ng 3705590 3 9.892 5121360 20.0
unknown10.163 10.163 8.4 ng 2151660 3  9.892 5121360 20.0
Benzo[e]pyrene 15.351 39.7 ng 1660030 6 15.468 835680 20.0
Benzo[b]triphen... 17.092 5.2 ng 217073 6 15.468 835680 20.0
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