LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS Vvial : 21  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-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123864.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.416 562 566 576 rBV 2251114 2238430 44.25% 5.391%
2 6.434 736 739 747 rVB 1466614 1450938 28.68% 3.494%
3 6.628 769 772 777 rBV 66150 72658 1.44% 0.175%
4 6.792 796 800 803 rBV 1218633 961026 19.00%  2.315%
5 6.975 828 831 834 rVB 243209 219468 4.34% 0.529%
6 7.045 839 843 845 rVB 85619 73528 1.45% 0.177%
7 7.192 864 868 877 rBV9 34999 93511 1.85% ©.225%
8 7.357 892 896 899 rBV 3867669 3321669 65.66% 8.000%
9 7.439 906 910 913 rBV5 102767 112176 2.22% 0.270%
10 7.486 913 918 926 rvv4 71383 111564 2.21% 0.269%
11  7.563 926 931 935 rVW3 143631 143976  2.85% 0.347%
12 7.728 955 959 961 rBv2 86820 104637 2.07% 0.252%
13 7.816 969 974 983 rBV3 249575 342410 6.77% 0.825%
14 7.986 1000 1003 1005 rBV2 78494 81074 1.60% ©.195%
15 8.010 1005 1007 1013 rVB5 86334 96657 1.91% 0.233%
16 8.075 1013 1018 1021 rBV 1510909 1305089 25.80%  3.143%
17 8.145 1027 1030 1032 rVB 109393 93142 1.84% 0.224%
18 8.275 1050 1052 1056 rVB3 142605 156701 3.10% 0.377%
19 8.322 1056 1060 1064 rBV 142332 169541 3.35% 0.408%
20 8.439 1076 1080 1081 rBv4 73533 101921 2.01% 0.245%
21 8.457 1081 1083 1086 rVV2 150399 145838 2.88% 0.351%
22 8.504 1088 1091 1093 rW 246500 195576 3.87% 0.471%
23 8.551 1096 1099 1103 rVB 330910 320726 6.34% 0.772%
24 8.710 1122 1126 1129 rBV4 133080 192652 3.81% 0.464%
25 8.745 1129 1132 1135 rVV 186561 176448 3.49% 0.425%
26 8.892 1152 1157 1161 rVB2 528864 548407 10.84% 1.321%
27 9.022 1178 1179 1183 rVB3 105060 77966  1.54% ©.188%
28 9.080 1186 1189 1191 rVV2 123048 102532 2.03% 0.247%
29 9.104 1191 1193 1197 rVB2 327335 296249 5.86% 0.713%
30 9.157 1198 1202 1205 rVB 6581996 5058832 100.00% 12.184%
31 9.192 1205 1208 1213 rBV7 54400 90504 1.79% 0.218%
32 9.239 1213 1216 1219 rBV3 196320 283114 5.60% 0.682%
33 9.345 1232 1234 1239 rVB4 158162 197766 3.91% 0.476%
34 9.404 1239 1244 1245 rBV5 105309 164973 3.26% 0.397%
35 9.498 1257 1260 1262 rBV3 232360 234595 4.64% 0.565%

36 9.557 1266 1270 1273 rVV2 468639 621549 12.29% 1.497%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS Vvial : 21  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-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.610 1277 1279 1280 rBV 130164 83042 1.64% ©.200%
38 9.627 1280 1282 1284 rVB2 114128 66559 1.32% ©.160%
39 9.692 1290 1293 1298 rBV 289471 347829 6.88% 0.838%
40  9.745 1299 1302 1307 rVB6 164564 193533 3.83% 0.466%
41 9.810 1311 1313 1314 rW 96335 88737 1.75% ©.214%
42 9.833 1314 1317 1320 rVV 1714983 1389436 27.47%  3.346%
43  9.863 1320 1322 1326 rVB2 150647 163019 3.22% 0.393%
44  9.916 1329 1331 1333 rVB2 102909 79688 1.58% ©.192%
45  9.945 1334 1336 1340 rBv4 94652 155824 3.08% ©.375%
46 10.033 1349 1351 1353 rBV2 118589 108914 2.15% 0.262%
47 10.069 1354 1357 1359 rVB 304178 275755 5.45%  ©.664%
48 10.098 1359 1362 1364 rBV2 203446 210289 4.16% ©.506%
49 10.151 1369 1371 1374 rVB2 217351 206626 4.08%  0.498%
50 10.339 1401 1403 1407 rVB3 448860 410928 8.12% ©.990%
51 10.380 1407 1410 1416 rBV3 211376 324797 6.42% ©.782%
52 10.451 1419 1422 1423 rVWV2 217357 223883 4.43% 0.539%
53 10.492 1427 1429 1431 rVB 335689 268433 5.31% ©0.646%
54 10.592 1441 1446 1448 rBV 1145343 1327086 26.23%  3.196%
55 10.627 1448 1452 1455 rVB 4121718 3518792 69.56%  8.475%
56 10.727 1467 1469 1472 rBV2 262820 305505 6.04% ©.736%
57 10.757 1472 1474 1477 rVB 552058 438943 8.68% 1.057%
58 11.221 1551 1553 1558 rVB 265631 262058 5.18% ©0.631%
59 11.321 1567 1576 1573 rBV 1580087 1252502 24.76%  3.017%
60 11.868 1660 1663 1667 rBV 1394287 1488244 29.42%  3.584%

61 12.304 1734 1737 1740 rBV 269028 232280 4.59% ©.559%
62 12.651 1793 1796 1803 rVB 770691 714860 14.13% 1.722%
63 12.915 1837 1841 1844 rVB 5050850 4479114 88.54% 10.788%
64 13.821 1992 1995 2003 rVB 730221 767456 15.17%  1.848%
65 13.968 2016 2020 2023 rVB 1281284 1069293 21.14% 2.575%

66 15.421 2263 2267 2276 rVB 834647 1109797 21.94% 2.673%

Sum of corrected areas: 41521065
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF123864.D\data.ms
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Abundance TIC: BF123864.D\data.ms
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6000000
5000000
4000000

3000000

2000000 13.968

13.821 15.421

1000000

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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, 1,1'-(1,5-hexadien... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.975 4.57 ng 219468 1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
2 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 53
3 Benzene, (isocyanomethyl)- 117 C8H7N 010340-91-7 47
4 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 42
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 38

Abundance Scan 831 (6.975 min): BF123864.D\data.ms (-828) (-) m/z 117.05 100.00%

117.1
5000
T e
578 910 6.60 6.80 7.00 7.20

_‘HMHMMMHw‘JLMuH!_‘H‘H“_‘H‘H‘W‘H“H‘w“ m/z 118.85 51.12%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance  #89287: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-

o

117.0
5000 SNBSS | SIS
6.60 6.80 7.00 7.20
m/z 115.00  35.14%
91.0
390 650 | “\ 143.0 178.0202.0 234.0

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #92457: Benzaldehyde, 4-(1-phenyl-2-propenyloxy)-

117.0
RN | Y SR ¥
6.60 6.80 7.00 7.20
5000 m/z 91.00 13.63%
91.0
ol 390 080 | | 15201780 238.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8599: Benzene, (isocyanomethyl)-
117.0 6.60 6.80 7.00 7.20
m/z 57.80 8.61%
90.0
5000
51.0
0“‘H;Um‘ﬁw‘ﬂ_;lw“‘M“H“H“H“_“w“u“u“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.816 5.25 ng 342410 Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 87
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 87
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 76
4 Benzene, 1l-ethenyl-3-ethyl- 132 C1OH12 007525-62-4 76
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 76
Abundance Scan 974 (7.816 min): BF123864.D\data.ms (-969) (-) m/z 117.10 100.00%
1171
5000
91.0
51.0 7 ‘ J‘J 1ﬁ4-0 7.40 7.60 7.80 8.00 8.20
Obr el 228 L 1520 47 132,05 32.10%
m/z--> 20 40 60 80 100 120 140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
11y.0
5000 /\J\‘\\}\\\‘HA‘\H\,\\H‘H’
91.0 7.40 7.60 7.80 8.00 8.20
51.0 m/z 119.00 31.95%
27.0 ' ‘ 133.0
Ot T \‘\ T \“i‘\ \“U\““H?fl‘;{ﬁ:‘)‘ T \H T “H‘\ T \“ \‘U\‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #14041: 2,4-Dimethylstyrene
117.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 115.00 28.09%
91.0
39.0
63.0
S N W
Ol JUNN“NM‘Jl‘NNH‘M‘Wﬁ‘““
miz--> 20 40 60 80 100 120 140
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 7.40 7.60 7.80 8.00 8.20
m/z 91.00 17.36%
5000
39.0 91.0
A | 130
Ot et e e R R A RRRES
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Undecane, 2,6-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.504 3.00 ng 195576  Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 83
2 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 83
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 78
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 50
5 3-Hexanone, 2,2-dimethyl- 128 C8H160 005405-79-8 50

Abundance Scan 1091 (8.504 min): BF123864.D\data.ms (-1088) (-) m/z 57.00 100.00%
57.0

o W
D
36 uﬂ 85.0 113.1 136.0155.1 8.20 8.40 8.60 8.80
ob ot ol 1 1920002 1801 s 71,05 60.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48875: Undecane, 2,6-dimethyl-
57.0
5000 L B L R IR I |
8.20 8.40 8.60 8.80
2o 98.0 m/z 43.10  52.87%
O T ‘ \‘H\ \“‘\ T \‘HU‘ T \“7\9’.9\ T \““ T U\ ’ T \1\4.‘1\.0\\ T ‘ TTT \J-‘8\4..\()\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48892: Decane, 2,6,7-trimethyl-
57.0
G
8.20 8.40 8.60 8.80
5000 m/z 41.10 26.65%
85.0 112.0
0,,141'0 MM\/\N/\MWWV
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19185: Octane, 3,6-dimethyl- R RRR R
57.0 8.20 8.40 8.60 8.80
m/z 56.05 19.22%
5000
29.0
113.0
OL?S-O,W-O
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Benzo[c]thiophene, 1,3-dihy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.551 4.92 ng 320726  Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 93
2 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 93
3 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 72
4 4-Hydroxy-3-methylbenzaldehyde 136 C8H802 015174-69-3 72
5 Benzaldehyde, 2-hydroxy-4-methyl- 136 C8H802 000698-27-1 64
Abundance Scan 1099 (8.551 min): BF123864.D\data.ms (-1096) (-) m/z 135.00 100.00%
135.0
5000
91.0
39.1 63.0 1101 ‘ 8.20 8.40 8.60 8.80
bl by 22 L 1949 17610 136 09 82.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16365: Benzo[c]thiophene, 1,3-dihydro-
135.0
5000 \‘\\\\‘\\\J\\‘\\\\‘\\\\’\
8.20 8.40 8.60 8.80
91.0 m/z 91.85 37.14%
67.0
39.0
O \\\‘\\\\“\\“\\“\“w\\‘\\‘\\‘]-\J-\O\\O’\\\ “‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16366: Benzo[b]thiophene, 2,3-dihydro-
135%.0
R e
8.20 8.40 8.60 8.80
5000 910 m/z 134.00 15.49%
39.0 @30
ohrrr btk 08 b
miz--> 20 60 80 100 120 140 160 180
Abundance #16296.BenzaMehyde,44nemoxy— “‘H‘,‘HA‘H“M¥‘W‘
135.0 8.20 8.40 8.60 8.80
m/z 137.00 11.12%
5000 770
39.0 107.0
0 ‘1‘5‘?”‘“‘W”H“HmmmW‘:H,m MM o S TS
m/z--> 20 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 5

Nonane, 3,7-dimethyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.104 4.26 ng 296249  Acenaphthene-die 9.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64
2 Heptacosane 380 C27H56 000593-49-7 59
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 53
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 53
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 53

Abundance Scan 1193 (9.104 min): BF123864.D\data.ms (-1191) (-)

m/z 57.05 100.00%

57.0
5000
A Rma s AR mEE
7.0 159.1 8.80 9.00 9.20 9.40
0 “Up ANHMHNUH‘ b m/z 71.05 65.83%
m/z--> 50 100 150 200 250 300 350
Abundance #28441: Nonane, 3,7-dimethyl-
57.0
5000 L B B R LR B |
8.80 9.00 9.20 9.40
m/z 43.05 55.12%
‘ 127.0
0 \‘\‘\““\‘1‘\‘\"\\“\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
R Rma e R AR R
8.80 9.00 9.20 9.40
5000 m/z 41.10 31.42%
o ‘L \ | F ‘1‘410183022502670 323.0 380. W
g A T e
m/z--> 50 lOO 150 200 250 300 350
Abundance #48909: Decane, 6-ethyl-2-methyl- R Rama e A
57.0 8.80 9.00 9.20 9.40
m/z 85.10 28.91%
5000
%&0 141.0
0 HMNE T T T R e LY
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 unknown9.239 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.239 4.08 ng 283114  Acenaphthene-die 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecanol, 1-ethenyl- 210 C14H260 006244-49-1 30
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 25
3 3-Ethyl-3-hexene 112 C8H16 016789-51-8 22
4 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 14
5 Oxalic acid, allyl dodecyl ester 298 C17H3004 1000309-24-0 14

Abundance Scan 1216 (9.239 min): BF123864.D\data.ms (-1213) (-) m/z 57.00 100.00%

57.0
5000
R REERREE
9.00 9.20 9.40 9.60
om_m“i m/z 55.80  75.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69508: Cyclododecanol, 1-ethenyl-
53.0
83.0
5000 L LI L LA BN B U
29.0 9.00 9.20 9.40 9.60
111.0 m/z 43.05 68.26%
| H 183.0 210.0
O \\\‘\\‘\\‘}\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6803: Cyclohexane, 1,2-dimethyl-, cis-
55.0
97.0 R AT
9.00 9.20 9.40 9.60
5000 m/z 41.10 50.20%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6654 3-Ethyl-3-hexene A AR EEaRE T
55.0 9.00 9.20 9.40 9.60
m/z 83.10 39.20%
5000 83.0
112.0
210”
O\\w\muﬂhwlwwhﬂﬂ\H,H\\W\\w\\u,u\\w\\w\\u‘ T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF042721.M Fri May 07 13:35:53 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On 6 May 2021 20:12

Operator Ju/caG

Sample : M2303-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 7 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.498 3.38 ng 234595  Acenaphthene-die 9.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120
2 Benzocyclobuten-1(2H)-one
3 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120
4 Homophthalimide
5 1(2H)-Naphthalenone, 3,4-dihydro- 146 C1@H100

118 C8H60

161 CSH7NO2

Abundance Scan 1260 (9.498 min): BF123864.D\data.ms (-1257) (-)
1

5000

0,

m/z-->
Abundance

20

55.0

40 60

1
90.0

80 100 1

#30847: 1(2H)-Naphthalenon

8.

160.1

180.1

3

20 140 160 180
e, 3,4-dihydro-2-methyl-

001590-08-5 58
003469-06-5 53
014944-23-1 53
004456-77-3 47
000529-34-0 47

m/z 118.05 100.00%

.

T
9.50

m/z 109.05 98.88%

3

118.0
90.0
160.0
5000 T
9.50
39.0 63.0 m/z 90.00 78.42%
O' ngk[ 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8947: Benzocyclobuten-1(2H)-one j&
90.0 118.0
A’\Jk gl P agon o
9.50
5000 m/z 95.10 60.10%
63.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30853: 1(2H)-Naphthalenone, 3,4-dihydro-3-methyl- ——
118.0 9.50
m/z 160.05 48.41%
9.0 160.0
5000
39.0 63.0
0‘,w‘uh‘ﬂcwM‘NH‘wwa“mw143%uw‘w“‘w““‘ =P
m/z--> 20 40 60 80 100 120 140 160 180 9.50

8270-BF042721.M Fri May 07 13:35:54 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Naphthalene, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.692 5.01 ng 347829  Acenaphthene-d10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94

Abundance Scan 1293 (9.692 min): BF123864.D\data.ms (-1290) (-) m/z 141.00 100.00%

141.0
5000
115.1 T ‘ T T ‘ T
510 77.0 ‘ ‘ ‘ U‘u 173.0 9.50 10.00
Ol bl st L L BT30196.2 2021 ) 956 19 77.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28469: Naphthalene, 2,3-dimethyl-
141.0
5000 el J\ ool
9.50 10.00
115.0 m/z 115.10 25.58%
51.0
O 27011‘\'“‘4[
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28487: Naphthalene, 1,2-dimethyl-
156.0
— —
9.50 10.00
5000 ITI/Z 155.10 16.95%
115.0
270 510 79° |
b 220 bl M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28479: Naphthalene, 1,3-dimethyl- ey ——
141.0 9.50 10.00
m/z 142.05 14.37%
5000
115.0
76.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF042721.M Fri May 07 13:35:55 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Undecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.069 3.97 ng 275755  Acenaphthene-die 9.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 72
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 Nonanoic acid 158 C9H1802 000112-05-0 49
4 d-Glucohexodialdose 178 C6H1006 1000149-19-1 47
5 Heptanoic acid 130 C7H1402 000111-14-8 47

Abundance Scan 1357 (10.069 min): BF123864.D\data.ms (-1354) (1 m/z 60.00 100.00%

60.0
5000
85.0 129.1 157.1 T T T
10.00
N ;
O el Wl o bt m/z 73.00  86.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50053: Undecanoic acid
6Q.0
5000 e :
29.0 10.00
85.0 129.0 1860 m/z 41.85 62.11%
L 570 %
O' “M\\\‘\“\\\\‘H‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39472: n-Decanoic acid
60.0
T \
10.00
m/z 43.10 59.52%
5000 29.0 129.0
87.0
H ‘ ‘ ‘ 172.0
o 1 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30180: Nonanoic acid T ‘
60.0 10.00
m/z 55.00 49.57%
e WWW
29.0 115.0
87.0 ‘
b el | Lm0 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00

8270-BF042721.M Fri May 07 13:35:55 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On 6 May 2021 20:12

Operator Ju/caG

Sample : M2303-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 unknownl©.098 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.098 3.03 ng 210289  Acenaphthene-die 9.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furo[3,2-b]pyridine, 2-methyl-, ... 149 C8H7NO2 069022-83-9 43
2 3,4-Methylenedioxypropiophenone 178 C10H1003 028281-49-4 43
3 5-Methylthieno[3,2-b]pyridine 149 C8H7NS 001759-29-1 38
4 4-(Methylthio)benzonitrile 149 C8H7NS 021382-98-9 38
5 Formic acid, 2-(3-nitrophenyl)et... 195 C9H9NO4 1000368-22-2 38

Abundance Scan 1362 (10.098 min): BF123864.D\data.ms (-1359) (-  m/z 149.05 100.00%

149.1
5000
580 830 178.1
e e
15.1 204.2 10.00 10.50
0! : m/z 55.00 30.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23553: Furo[3,2-b]pyridine, 2-methyl- 4-oxide
49.0
5000 — —
10.00 10.50
43.0 120.0 m/z 83.85  27.92%
I
O\\\\’\\\\‘\\‘\‘\‘\‘\\\"\\\\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43572: 3,4-Methylenedioxypropiophenone
149.0
e e
10.00 1050
5.0 1210 178.0
29 0 “ 91.0 ‘
ow,‘m‘_n‘mHH,‘HWHwHW‘H_mww”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23567: 5-Methylthieno[3,2-b]pyridine
149.0 10 00 10 50
m/z 133.00 23.11%
5000
63.0 96.0 122.0
0 | | ‘ \ ‘\

m/z-->

20 40 60 80 100 120 140

160 180 200 220

8270-BF042721.M Fri May 07 13:35:56 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k sk 5k 3k 3k Sk sk 3k 3k sk sk ok 3k sk Sk sk 3k >k Sk sk ok 3k sk sk sk 3k >k Sk sk sk >k sk sk sk 3k 3k Sk sk 3k >k sk sk sk >k 3k Sk sk >k >k sk ok ok >k sk kosk >k >k skosk ok k kskosk ok k
Peak Number 11 Naphthalene, 2,3,6-trimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.151 2.97 ng 206626  Acenaphthene-die 9.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 91
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 91
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 81

Abundance Scan 1371 (10.151 min): BF123864.D\data.ms (-1369) (-  m/z 155.10 100.00%
1

%

5000
192.1 10.00 10.50
(o} m/z 170.10 97.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38375: Naphthalene, 2,3,6-trimethyl-
170.0
5000 A Aoy

10.00 10.50
m/z 169.10  21.20%

128.0
O\\\‘2\7\\0\‘\5\]‘.\\0‘\\7\61"0“”\\\‘\\()\‘\‘\‘!‘\\“‘\\ ‘\“\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38373: Naphthalene, 1,6,7-trimethyl-
170.0
el —

10.00 10.50
5000 m/z 152.00 19.69%
128.0
S < WL T D Y MM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38378: Naphthalene, 1,4,6-trimethyl- F P
170.0 10.00 10.50

m/z 117.05 18.12%

5000
51.0 840 128.0 |
— —

0t e e e
miz--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50

8270-BF042721.M Fri May 07 13:35:57 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 1,1'-Biphenyl, 3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.451 3.22 ng 223883  Acenaphthene-die 9.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 58
2 Naphthalene, 2-(1-methylethenyl)- 168 C13H12 003710-23-4 53
3 Benzene, [1-(2,4-cyclopentadien-... 168 C13H12 002320-32-3 50
4 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 50
5 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 47

Abundance Scan 1422 (10.451 min): BF123864.D\data.ms (-1419) (. m/z 168.10 100.00%
168.1

5000

-

T
10.50

m/z 153.05 58.63%

i 115.1139.0 2071

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36896: 1,1'-Biphenyl, 3-methyl-
168.0
5000 T

10.50
m/z 167.10  48.98%

0 39.0 63.0 ?1.0 115.0 141. w
\\\‘\\\\‘\\\\‘\\\‘\‘“\\‘1\‘\\\\‘\}\\“‘\\‘\\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36910: Naphthalene, 2-(1-methylethenyl)-
168.0
—r
10.50
5000 m/z 165.10 36.04%
128.0
ol 20 50 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #36911: Benzene, [1-(2,4-cyclopentadien-1-ylidene)ethyl] T
153.0 10.50

m/z 152.05  32.29%

5000

114.0 ‘
|yl

O"W‘H‘_‘H‘H‘WH‘WNNLMWHWHJwwﬁ‘_‘u‘u‘w‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50

1

8270-BF042721.M Fri May 07 13:35:57 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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-Dimethyldodecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.492 3.86 ng 268433  Acenaphthene-die 9.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethyldodecane 198 C14H30 1077706-99-0 81
2 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 70
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 53
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 50
5 Octadecane 254 C18H38 000593-45-3 50

Abundance Scan 1429 (10.492 min): BF123864.D\data.ms (-1427) (1 m/z 57.10 100.00%
57.1

> WLLA
169.1 RN
‘ H ‘99. 29 ‘ 2030 10.50
0 WALl 3390, 2089 28L0 43,10 40.91%
miz--> 50 100 150 200 250
Abundance #59888: 3,5-Dimethyldodecane
57.0
5000 T
10.50
m/z 71.10 36.84%
99.0
27,0
0 \“\ M ‘H‘\ ‘}‘ \”\““ T \%3?‘01\6?(\)\ LB B s
miz--> 50 100 150 200 250
Abundance #59898: Dodecane, 2,5-dimethyl-
57.0
e
10.50
5000 m/z 85.10 21.44%
99.0
27,0
oL 2L 0 gm0 w0
m/z--> 50 100 150 200 250
Abundance #48872: Undecane, 2,5-dimethyl- —
57.0 10.50
m/z 55.05 17.60%
o WWM
112.0
27,0
oL b b 180 —
mlz--> 50 100 150 200 250 10.50

8270-BF042721.M Fri May 07 13:35:58 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Silane, triethoxypentyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.727 4.88 ng 305505  Phenanthrene-d10 11.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, triethoxypentyl- 234 C11H2603Si 002761-24-2 59
2 Benzonitrile, 2,4-dimethoxy- 163 C9HONO2 004107-65-7 53
3 Phthalic acid, methyl 4-(2-pheny... 374 C24H2204 1000315-62-1 50
4 1,3-Dioxolane, 2-(bromomethyl)-2... 256 C11H13Bro02 024169-43-5 50
5 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 50

Abundance Scan 1469 (10.727 min): BF123864.D\data.ms (-1467) (- m/z 163.10 100.00%
16

B.1
5000
e —
50 91"0 ‘ 10.50 11.00
Ol ik @l L L2192 8295 /7 192,10  24.06%
miz--> 50 100 150 200 250 300
Abundance #88724: Silane, triethoxypentyl-
163.0
5000 A -
119.0 10.50 11.00
' m/z 91.00 15.46%
79.0
O \2\?‘\0\‘“ \“ \M‘\ ‘\‘ “\ } \‘\ “ \‘\ T ‘\ ‘ \\23\4\.0‘ T T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #33161: Benzonitrile, 2,4-dimethoxy-
168.0
—r —
10.50 11.00
5000 ITI/Z 164.10 13.14%
120.
280 %0 [ |
oL St b ey
miz--> 50 100 150 200 250 300
Abundance #199547: Phthalic acid, methyl 4-(2-phenylprop-2-yl)pher Fer ——
168.0 10.50 11.00
m/z 77.00 8.45%
h J\/\/NJ\\A/W
oL 410 770 1190 239.0 343.(
L T e e e —— —r
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.757 7.01 ng 438943  Phenanthrene-d10 11.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 83
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 78
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 72
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 58

Abundance Scan 1474 (10.757 min): BF123864.D\data.ms (-1472) (-, m/z 57.05 100.00%
57.0

2% Mﬂ.—j\
9.1 1050 1100
1 147.1 1901 : :
0k w““““““‘ F b 28 m/z 71.85  62.@5%
mlz--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 g ——
10.50 11.00
9.0 m/z 43.10 45.59%
0 | ‘H “ u“\ \h\ ‘h‘ H‘ %4%? %830 2259 2670 309.0 366'
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0
—— —
10.50 11.00
5000 m/z 85.05 21.91%
113.0
ol L[ o
m/z--> 50 100 150 200 250 300 350
Abundance #48869: Undecane, 4,6-dimethyl- — —
57.0 10.50 11.00
m/z 41.10 18.29%
- W
‘ ‘ 113.0
bl IV VT sa0 S
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.222 4.18 ng 262058  Phenanthrene-die 11.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 70
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 60
3 Tetracosane 338 C24H50 000646-31-1 58
4 Tridecane, 4-methyl- 198 C14H30 026730-12-1 53
5 Hexadecane 226 C16H34 000544-76-3 53
Abundance Scan 1553 (11.221 min): BF123864.D\data.ms (-1551) (1 m/z 57.10 100.00%
57.1
2% M
— —
‘ | J 127.1 18402212 11.00 11.50
ol L LSl [22122961 s 7110 62.45%
miz-> 50 100 150 200 250 300
Abundance #94345: Heptadecane
57.0
5000 — —
11.00 11.50
m/z 43.00 51.91%
99.0
R L
miz--> 100 150 200 250 300
Abundance #59895: Tridecane, 6-methyl-
57.0
— —
11.00 11.50
5000 m/z 85.05 31.81%
98.0
sl L[| wwoseso
miz--> 50 100 150 200 250 300
Abundance #175557: Tetracosane T —
57.0 11.00 11.50
m/z 41.00 23.31%
2000 WW
99.0
oLl L i, 14101830 2250 267.0 338
“““ L e e R — —
mlz--> 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.868 23.76 ng 1488240  Phenanthrene-d10 11.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 76

Abundance Scan 1663 (11.868 min): BF123864.D\data.ms (-1660) (1  m/z 43.05 100.00%

43.0
5000
851 129.1 — e
213.2
I ‘ ‘17‘1.1 ‘ 256.1 208. 11.50 12.00
0 A Bhpontope bbb b L S99 m/z 60,00 95.57%

m/z--> 50 100 150 200 250 300
Abundance #107548: n-Hexadecanoic acid

3

5000 256.0 T 1
129.0 11.50 12.00
83.0 213.0 m/z 73.00 86.75%
171.0
0- . M\H\‘ yl T ‘\ \‘ \‘\M‘ T T ‘\ I —
100

150 200 250 300

m/z-->

Abundance #72643: Tridecanoic acid
73.0

43.0
50
41,0 — —
11.50 12.00
5000 129.0 m/z 57.10 79.68%
50

—

A

171.0
m ‘ ‘ 214.0
il ‘H‘w dh”\ 1L I R ‘ ‘
L e B s B By B B

-

miz--> 100 150 200 250 300
Abundance #131261: Octadecanoic acid — —
73.0 11.50 12.00
m/z 55.10  78.81%
41.0
5000 129.0
1850 2410 284.0
ol L. g ‘ T I - -
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 unknownl2.304 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.304 3.71 ng 232280  Phenanthrene-die 11.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 45
2 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 38
3 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 38
4 Octane, 2-bromo- 192 C8H17Br 000557-35-7 37
5 1-Octanol, 5,7,7-trimethyl-2-(1,. 270 C18H380 036400-98-3 23

Abundance Scan 1737 (12.304 min): BF123864.D\data.ms (-1734) (- m/z 57.05 100.00%
57.0

5000
113.1
P P
12.00 12.50
169.1
i — w‘w‘ 2991 29812900 p/7 113,10 34.76%
miz--> 50 100 150 200 250
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 - Pt
12.00 12.50
113.0 m/z 97.10 31.73%
_ ‘ \‘ 168.0
O T T T T ‘ \ ‘\ \‘ T “ T T T T ‘ T ‘\ T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropion:
57.0
P P
12.00 12.50
5000 m/z 55.00 23.92%
97.0
0 27“-0“‘\ Lo | 147.0177.0 219.0 261.0
e e
m/z--> 50 100 150 200 250
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate — ——
57.0 12.00 12.50
m/z 83.05 16.08%
5000
97.0
0 27,0 “\ ‘ ‘ 1270 169.0 211.0
A P e
miz--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 3
R.T. EstConc Area Relative to ISTD R.T.
12.651 13.37 ng 714860 Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59

Abundance Scan 1796 (12.651 min): BF123864.D\data.ms (-1793) (- m/z 43.05 100.00%

43.0
73.0
5000
129.1
— —
| u‘m | ‘ 1852 2412 1250 1300
oL, bbb b L m/z 57.10 86.20%
miz--> 50 100 150 200 250 300
Abundance #131261: Octadecanoic acid
43.0,73.0
5000 129.0 — T — T
12.50 13.00
‘ 185.0 2410 284.0 m/z 60.00 85.28%
oL— }‘H‘ \‘h‘\ um‘ M\ ‘ L “ “\‘ \‘ \“ L “\ ‘\‘ , “‘\‘ —
miz--> 50 150 200 250 300
Abundance #84453:TeUadecanok:add
73.0
e =
43.0 12.50 13.00
5000 ITI/Z 73.00 75.58%
129.0
185.0 228.0
oL “‘ w‘u‘u‘ ‘M‘\‘H} A . ] “\‘ —— ‘\‘ .
miz--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid T —
60.0 12.50 13.00
m/z 55.00 73.77%
5000 129.0 wwﬂmwpmJRﬂWMWWMMMAA
91.0 1710 213.0 256.0
OH‘M‘ m\h”w ‘H‘\ m‘ “H“\‘ ““\H“\HH“ — —
m/z--> 50 150 200 250 300 12.50 13.00

8270-BF042721.M Fri May 07 13:36:01 2021 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Pentafluoropropionic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.821 14.35 ng 767456 Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 1995 (13.821 min): BF123864.D\data.ms (-1992) (- m/z 57.00 100.00%
57.0
7.1
5000
— ——
H | | 1391 191 13.50 14.00
ol A LA Lk “ SO, 2028 2970 3431 ny7 43.05  91.57%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
570
5000 — ——
13.50 14.00
m/z 55.05 91.49%
39.0 210.
Ol\S\Q‘\ \‘ “ “ 1 ‘ ‘“ H\ T \‘ T ’ ?\O\ \25‘5\.0\\ T ‘ T T \35‘6\(
miz--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55.0
— ——
13.50 14.00
5000 m/z 83.05 71.84%
L \\ Iy %39018202230 280.0
it T
miz--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene — T
55.0 13.50 14.00
m/z 97.10 63.31%
97.0
5000
olfl"q‘u‘ (8 ‘H‘ | ‘L P0110 380 - —
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\BF050621\
Data File : BF123864.D

Acqg On : 6 May 2021 20:12
Operator : JU/CG

Sample : M2303-01

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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, 1,1'-(... 6.975 4.6 ng 219468 1 6.792 961026 20.0
Benzene, 2-ethe... 7.816 5.3 ng 342410 2 8.075 1305090 20.0
Undecane, 2,6-d... 8.504 3.0 ng 195576 2 8.075 1305090 20.0
Benzo[c]thiophe... 8.551 4.9 ng 320726 2 8.075 1305090 20.0
Nonane, 3,7-dim... 9.104 4.3 ng 296249 3 9.833 1389440 20.0
unknown9.239 9.239 4.1 ng 283114 3 9.833 1389440 20.0
1(2H)-Naphthale... 9.498 3.4 ng 234595 3 9.833 1389440 20.0
Naphthalene, 2,... 9.692 5.0 ng 347829 3 9.833 1389440 20.0
Undecanoic acid 10.069 4.0 ng 275755 3 9.833 1389440 20.0
unknown10.098 10.098 3.0 ng 210289 3 9.833 1389440 20.0
Naphthalene, 2,... 10.151 3.0 ng 206626 3 9.833 1389440 20.0
1,1'-Biphenyl, ... 10.451 3.2 ng 223883 3 9.833 1389440 20.0
3,5-Dimethyldod... 10.492 3.9 ng 268433 3 9.833 1389440 20.0
Silane, trietho... 10.727 4.9 ng 305505 4 11.321 1252500 20.0
Hexacosane 10.757 7.9 ng 438943 4 11.321 1252500 20.0
Heptadecane 11.222 4.2 ng 262058 4 11.321 1252500 20.0
n-Hexadecanoic ... 11.868 23.8 ng 1488240 4 11.321 1252500 20.0
unknownl2.304 12.304 3.7 ng 232280 4 11.321 1252500 20.0
Octadecanoic acid 12.651 13.4 ng 714860 5 13.968 1069290 20.0
Pentafluoroprop... 13.821 14.4 ng 767456 5 13.968 1069290 20.0
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