LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124972.D

Acqg On : 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124972.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.440 567 570 575 rVB 62325 52260 21.77% 2.385%
2 6.451 739 742 746 rBB 45503 35127 14.63% 1.603%
3 6.828 803 806 809 rBB 43165 30220 12.59% 1.379%
4 6.987 829 833 835 rBV 186981 153753 64.06% 7.018%
5 7.010 835 837 839 rVB 11181 8537 3.56% 0.390%
6 7.075 846 848 850 rBB 4951 3308 1.38% 0.151%
7 7.363 894 897 899 rBV 28387 22713  9.46% 1.037%
8 7.392 899 902 905 rVB2 143434 135136 56.30% 6.169%
9 7.598 931 937 939 rBB 19482 17161 7.15% 0.783%
10 7.757 962 964 966 rBv 6158 5089 2.12% 0.232%
11 7.781 966 968 972 rVB 11003 8395 3.50% 0.383%
12 7.845 976 979 983 rBB2 59970 48982 20.41% 2.236%
13 7.975 999 1001 1004 rBB 4959 3848 1.60% 0.176%
14 8.010 1005 1007 1012 rBB 14759 11575 4.82% 0.528%
15 8.110 1018 1024 1026 rBvV2 52475 61175 25.49% 2.792%
16 8.128 1026 1027 1029 rVB 22097 13400 5.58% 0.612%
17 8.151 1029 1031 1034 rVB 15206 12715 5.30% ©0.580%
18 8.192 1035 1038 1041 rBB2 5644 4799 2.00% 0.219%
19 8.304 1055 1057 1060 rVB 12296 8044 3.35% 0.367%
20 8.351 1063 1065 1067 rBV 7795 6258 2.61% 0.286%
21 8.386 1067 1071 1074 rVB3 9877 9532 3.97% 0.435%
22 8.492 1086 1089 1092 rBV 19998 14367 5.99% 0.656%
23 8.575 1100 1103 1106 rBV2 20763 19004 7.92% 0.867%
24  8.610 1106 1109 1115 rVB3 30005 25566 10.65% 1.167%
25 8.669 1115 1119 1121 rVB2 7718 6630 2.76% 0.303%
26 8.698 1121 1124 1127 rBV2 12459 11187 4.66% 0.511%
27 8.739 1127 1131 1133 rVV2 5571 6599 2.75% 0.301%
28 8.769 1133 1136 1139 rVV2 25541 19546 8.14% 0.892%
29 8.798 1139 1141 1143 rW 4641 4455 1.86% 0.203%
30 8.822 1143 1145 1148 rVB 26695 18365 7.65% ©0.838%
31 8.922 1156 1162 1165 rBV2 27271 31232 13.01% 1.426%
32 8.951 1165 1167 1172 rVB 8866 7611 3.17% 0.347%
33  9.045 1182 1183 1186 rVB2 4250 4010 1.67% 0.183%
34 9.186 1203 1207 1210 rBV 294055 240031 100.00% 10.957%
35 9.333 1228 1232 1234 rBV2 10791 9789 4.08% 0.447%
36 9.357 1234 1236 1238 rW 5184 5353  2.23% 0.244%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124972.D

Acqg On : 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.381 1238 1240 1245 rVB 36024 36219 15.09% 1.653%
38 9.451 1247 1252 1255 rVB2 82560 106827 44.51% 4.876%
39 9.522 1260 1264 1267 rVV2 141088 152544 63.55% 6.963%
40 9.551 1267 1269 1273 rVB2 16434 15610 6.50% 0.713%
41 9.639 1281 1284 1289 rBB 55656 59272 24.69% 2.706%
42 9.722 1295 1298 1302 rVB2 36422 32345 13.48% 1.476%
43 9.863 1319 1322 1325 rBV 64727 51085 21.28% 2.332%
44 9.898 1325 1328 1331 rVB3 12250 12077 5.03% 0.551%
45 9.963 1336 1339 1344 rVV2 15116 19613 8.17% 0.895%
46 10.004 1344 1346 1351 rVWVv3 4917 6133 2.56% 0.280%
47 10.063 1351 1356 1360 rVvv2 32249 29437 12.26% 1.344%
48 10.104 1360 1363 1366 rVB 26270 19289 8.04% 0.880%
49 10.180 1373 1376 1378 rBV 19339 16255 6.77% 0.742%
50 10.210 1378 1381 1383 rVB 14012 11080 4.62% 0.506%
51 10.269 1387 1391 1393 rBV 14830 17424 7.26% 0.795%
52 10.286 1393 1394 1396 rVB 9758 5117 2.13% 0.234%
53 10.410 1412 1415 1418 rBV2 12484 13505 5.63% 0.616%
54 10.475 1421 1426 1428 rVWV 20983 18897 7.87% 0.863%
55 10.492 1428 1429 1432 rVB 5578 3879 1.62% 0.177%
56 10.569 1439 1442 1445 rVB 2451 3238 1.35% 0.148%
57 10.651 1452 1456 1459 rVB 116347 93770 39.07% 4.280%
58 10.951 1504 1507 1510 rBB2 3727 3806 1.59% 0.174%
59 10.986 1510 1513 1515 rBV 10483 7840 3.27% 0.358%
60 11.351 1571 1575 1577 rBV 56617 48932 20.39% 2.234%
61 11.375 1577 1579 1581 rVB 9582 7224 3.01% 0.330%
62 11.874 1661 1664 1668 rVB 15652 14145 5.89% 0.646%
63 12.663 1794 1798 1800 rBV2 7515 7813 3.25% 0.357%
64 12.821 1821 1825 1828 rBV 5534 5304 2.21% 0.242%
65 12.939 1840 1845 1848 rBV 255930 237286 98.86% 10.831%
66 13.986 2019 2023 2026 rBB 37515 29324 12.22% 1.339%
67 15.445 2266 2271 2275 rBB2 27833 29679 12.36% 1.355%
Sum of corrected areas: 2190741
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M3281-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
BF124972.D

7 Aug 2021 13:36

Ju/CaG

: 8 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

250000

200000

150000

100000

50000

0

TIC: BF124972.D\data.ms

6.987

7.392

5.440

6.451  6.828

7 %}95

£ 37.598

Time-->
Abundance

250000

200000

150000

100000

50000

Time-->
Abundance

250000

200000

150000

100000

50000

0,

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: BF124972.D\data.ms
9.186

12.939

9.522

7.845 g 110

LML
8.50

10.50
TIC: BF124972.D\data.ms

10.00

13.986 15 445

Time-->

8270-BF0O80421.M Mon Aug 09 15:40:12 2021

13.50

T ‘ T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Deltacyclene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.010 5.65 ng 8537 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Deltacyclene 118 CS9H10 007785-10-6 56
2 4-Ethynylaniline 117 C8H7N 014235-81-5 9
3 Indolizine 117 C8H7N 000274-40-8 9
4 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 9
5 1,3-Methanopentalene, 1,2,3,5-te... 118 C9H10 128600-88-4 9

Abundance Scan 837 (7.010 min): BF124972.D\data.ms (-835) (-) m/z 117.05 100.00%

117.1
5000 n
e AR o
39.0 63"-0 91‘-1 ‘ 6.60 6.80 7.00 7.20 7.40
bt el myz 118,05 53.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10184: Deltacyclene
117.0
I
5000 DL B LA B R
910 6.60 6.80 7.00 7.20 7.40
39.0 ' m/z 115.00 22.17%
51.0 650 770 ‘ 103.0
O \‘\\\\’\\\‘\}\\\\M‘\‘\\!‘}‘\‘\\‘\f\u‘\\\\‘i}\\\‘\‘f\\‘\\l\“\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #9746: 4-Ethynylaniline
117.0
PSS D . SN
6.60 6.80 7.00 7.20 7.40
5000 m/z 91.10 13.57%
89.0
63.0
0,260 390 510 |~ 760 | I
e e e e
miz--> 20 30 40 50 60 70 80 90 100 110 120 !\ n n A"
Abundance #9737: Indolizine _“‘_“JM“‘_“‘MK
117.0 6.60 6.80 7.00 7.20 7.40
m/z 63.00 13.55%
63.0
I il A I Y S R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.598 5.61 ng 17161 Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90
Abundance Scan 937 (7.598 min): BF124972.D\data.ms (-931) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
39.0 65.1 7.20 7.40 7.60 7.80 8.00
Oberreerprrreprrre et i m/z 134,05 47.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17065: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 1340 f\ﬁ‘\\\\ﬂ\\\\‘n\\\\‘\\\\’\\
7.20 7.40 7.60 7.80 8.00
m/z 91.00 16.85%
O\\‘H\\‘H\‘\‘HH“‘HH““H\‘\‘\M\‘H\M“HH“HH‘HH‘H‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17069: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0 7.20 7.40 7.60 7.80 8.00
5000 m/z 120.00 11.72%
91.0
65.0
o S P PSR MO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- e
119.0 7.20 7.40 7.60 7.80 8.00
m/z 115.00 10.41%
134.0
5000
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 3-Phenylbut-1-ene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.845 16.01 ng 48982  Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 86
3 2,4-Dimethylstyrene 132 C10H12 002234-20-0 86

4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 70
5 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 55

Abundance Scan 979 (7.845 min): BF124972.D\data.ms (-976) (-) m/z 117.10 100.00%

117.1
5000
134.1
10 | Y
39.0 650 | ‘ 7.60 7.80 8.00 8.20
o1 ““‘ “‘UH“H“ el M |/ m/z 119.10  93.18%
miz-> 20 40 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000
7.60 7.80 8.00 8.20
91.0 m/z 132.05 36.02%
39.0 ‘ ‘
65.0
O\\\‘\‘\\\“\\“”\‘H‘\\ih“\\‘1\“‘1‘\\“[\];#9\.0‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 !\ ﬂ /&
A |

|
T

7.60 7.80 8.00 8.20
5000 m/z 115.00  35.34%

91.0
270 70 1%30
b 0 ddmie g DLAFS
m/z--> 20 40 60 80 100 120 140
Abundance #16113: 2,4-Dimethylstyrene
117.0 7.60 7.80 8.00 8.20
m/z 134.05 33.18%
5000
91.0
39.0
63.0
20| ) bl | iE°
Ol “Uw“! S TR T S 1 M ﬂ“‘ﬁ,
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 5 Benzene, (1-methyl-1-butenyl)- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.492 4.70 ng 14367 Naphthalene-d8 8.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 90
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
3 1,3-Cyclopentadiene, 5-(trans-2-... 146 Cl1l1H14 079209-36-2 90
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 86
5 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 86

Abundance Scan 1089 (8.492 min): BF124972.D\data.ms (-1086) (-) m/z 131.00 100.00%
131.0

o MM
115.0
39.0 63.0 91"0 ‘ ‘ ‘ 8.20 8.40 8.60 8.80
ot L w2 146.05  33.98%
miz--> 20 40 60 80 100 120 140
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
910 M ﬂﬂ
5000 L L L L B B
8.20 8.40 8.60 8.80
510 115.0 4)‘ m/z 115.00  19.69%
27.0
OrrrN T \‘\‘\ \“i‘\ \“H\ “M“\?%‘E\ ey “‘H\ \‘H! T ‘1\?.\0\
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
8.20 8.40 8.60 8.80
5000 m/z 91.00 15.14%
91.0 115.0
SR N M N
0 H\,\‘\ e e
miz--> 20 40 60 80 100 120 140
Abundance #25068: 1,3-Cyclopentadiene, 5-(trans-2-ethyl-3-methylcy
131.0 8.20 8.40 8.60 8.80
91.0 m/z 129.05  13.88%
5000 115.0
sl b
P N T T
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36

Operator Ju/caG

Sample : M3281-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
8.575 6.21 ng 19004 Naphthalene-d8 8.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14 004489-84-3 87
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 80

Abundance Scan 1103 (8.575 min): BF124972.D\data.ms (-1100) (-)
131.0

5000
146.1
91.0
115.0
S GO I |1
] NSRS A A A S 1 S A
miz--> 20 80 100 120 140
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
146.0
5000 91.0
115.0
39.0 65.0 ‘ ‘
O T ‘ L ‘H T \‘m T ‘ H‘H T ‘{M‘ T \‘ } T “‘}‘ T !‘ ‘ T ‘H‘! T ‘ \“\ T T
miz--> 20 40 60 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
146.0
5000
Lo 91.0 115.0
S 00 N S B
miz--> 20 60 80 100 120 140
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 146.0
39.0 91.0 1150
63.0
0‘2‘4'9‘ “‘H S R T A P ‘M“ A ‘ 1“‘ —
m/z--> 20 40 60 80 100 120 140

8270-BFO80421.M Mon Aug 09 15:40:15 2021

m/z 131.00 100.00%

8.20 8.40 8.60 8.80
m/z 146.05 30.13%

WAL

8.20 8.40 8.60 8.80
m/z 91.00 20.70%

8.20 8.40 8.60 8.80
m/z 129.00  18.48%

8.20 8.40 8.60 8.80
m/z 128.00 16.74%

8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 7 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.610 8.36 ng 25566  Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 91
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 72
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 68
Abundance Scan 1109 (8.610 min): BF124972.D\data.ms (-1106) (-) m/z 131.00 100.00%
131.0
5000
115|0
91.1
39.0 630 ‘ ‘ ‘ ‘ 1471 8.20 8.40 8.60 8.80 9.00
ot I nyz 118010 68.29%
m/z--> 20 40 60 80 100 120 140
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 ‘Hn\ﬂ\n‘uu‘um‘uu‘\{m\
39.0 91.0 1150 8.20 8.40 8.60 8.80 9.00
15.0 63.0 m/z 146.05  60.99%
| Ly I
O T ‘ \H‘\ \‘M\ \‘U\"‘! \HHM“ \‘\‘} T “‘\‘\ T !“ \“\ ! T “\‘\ L
miz--> 20 40 60 80 100 120 140
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0 ﬁ
P B
8.20 8.40 8.60 8.80 9.00
5000 m/z 117.10 37.87%
1150
39.0 91.0
15.0 63.0
RN I e
0 bt ‘H“M‘M bl !“ A
miz--> 20 40 60 80 100 120 140
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-
146.0 8.20 8.40 8.60 8.80 9.00
m/z 115.00 33.46%
5000 118.0
270 520 730 200
B L n‘mplm“_u‘: —lll
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80 9.00

8270-BFO80421.M Mon Aug 09 15:40:16 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.769 6.39 ng 19546  Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 91
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 Cl11H14 1010189-31-0 64
4 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 64
5 Benzene, (1-ethyl-2-propenyl)- 146 C11H14 019947-22-9 58

Abundance Scan 1136 (8.769 min): BF124972.D\data.ms (-1133) (-) m/z 131.00 100.00%
131.0

5000 1150
510 91.1 147.0
| ‘ | ‘ B ‘ 8.40 8.60 8.80 9.00
obe e e I gz 118010 74.54%
miz--> 20 40 60 80 100 120 140
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
il i1
5000 L L L I B R
39.0 o10 1130 8.40 8.60 8.80 9.00
15.0 63.0 m/z 146.05 63.07%
| L I 4
O \\\‘\H‘\\‘M\\‘U\"‘!\HHM“\‘\‘}\“‘\‘\\!“\“\!\“\‘\\\
m/z--> 20 40 60 80 100 120 140

Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-

Bl

8.40 8.60 8.80 9.00

5000 m/z 115.00 38.15%
39.0 9o 1130
15.0 63.0
NN Ll e
ol il ‘H“M‘M byl Al T
m/z--> 20 40 60 80 100 120 140
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopentala]pentaler
146.0 8.40 8.60 8.80 9.00
m/z 117.00 34.78%
118.0
5000
91.0
39.0 650 ‘ ‘
Y Rt st N NP1
m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00

8270-BFO80421.M Mon Aug 09 15:40:16 2021

Page:

10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Naphthalene, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.381 14.18 ng 36219  Acenaphthene-die 9.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 93
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 91
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 91
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 87
5 2,4-Difluoromesitylene 156 C9H10F2 000392-61-0 59

Abundance Scan 1240 (9.381 min): BF124972.D\data.ms (-1238) (-) m/z 141.00 100.00%

141.0
5000 J\ }\
390 630 L 9.00 9.20 9.40 9.60 9.80
o T T B | N 1 [ m/z 156.85 46.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33127: Naphthalene, 1-ethyl-
141.0
9.00 9.20 9.40 9.60 9.80
115.0 m/z 115.00  27.45%
ol15.0 390 630 890 ) asso
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33121: Naphthalene, 2-ethyl-
141.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 142.00  15.24%
115.0
270 510 700 ggg 58.0
o210 S0 100 890 |, |l 10
m/z--> 20 40 60 80 100 120 140 160 [\ A f\
Abundance #33141: Naphthalene, 1,3-dimethyl- ‘_““H“,“H“‘AW“
141.0 9.00 9.20 9.40 9.60 9.80
m/z 128.00  13.23%
5000
115.0
76.0
51.0
27.0 98.0 ‘ ,&8.0
O\\\‘\‘\\\“\\“\\‘H\\HU“\\‘\\‘\\\}‘\“!‘\\“‘\\ J—rﬁ
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60 9.80

8270-BF080421.M Mon Aug 09 15:40:17 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.451 41.82 ng 106827  Acenaphthene-die 9.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 94
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 93

Abundance Scan 1252 (9.451 min): BF124972.D\data.ms (-1247) (-) m/z 156.10 100.00%
1

156
5000 }\
115.0 ‘)\,‘A‘
51.0 771 ‘ ‘ | 9.20 9.40 9.60 9.80
Ol AL ‘M“u ~  m/z 141.80  77.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
9.20 9.40 9.60 9.80
m/z 155.10 38.20%
115.0
0 27.0 517'0 4 71.0 ‘ 111380
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33130: Naphthalene, 2,7-dimethyl-
156.0 )\M !
\\\\‘\\\\A’\\\\‘\\\\‘\\\/
9.20 9.40 9.60 9.80
5000 m/z 115.00 21.50%
128.0
39.0 77.0
O BTG 2020, il
miz--> 20 40 60 80 100 120 140 160
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0 9.20 9.40 9.60 9.80
m/z 128.00 18.56%
5000
115.0
77.0
O 200 S0 sl mAAJ\,MM
m/z--> 20 40 60 80 100 120 140 160 9.20 9.40 9.60 9.80

8270-BF080421.M Mon Aug 09 15:40:18 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Naphthalene, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.522 59.72 ng 152544  Acenaphthene-die 9.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 1264 (9.522 min): BF124972.D\data.ms (-1260) (-) m/z 156.10 100.00%

156.1
5000 }\
115.0 ‘A | “A‘
511 77.0 139, 9.50
S AR T LS “\\\HW\M m/z 141.00  87.52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
9.50
115.0 m/z 155.10 33.13%
510 760 ‘
O \\\‘2\7‘\.(\)\“\\“\ \“‘M‘\‘\‘LUJ‘\‘1‘\\“\\\}‘\“‘\‘\\“‘\\ 8.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0 M
JULT Y
9.50
5000 ITI/Z 115.00 23.15%
115.0
s70 510 710 ‘ 139.0
obe 220 e W
miz--> 20 40 60 80 100 120 140 160 /\
Abundance #33156: Naphthalene, 1,7-dimethyl- o AT T ‘W“N
156.0 9.50
m/z 128.00 16.72%
5000
115.0
51.0 770 139.0 J\ M
M I O i ) T PO 1 Y
m/z--> 20 40 60 80 100 120 140 160 9.50

8270-BF080421.M Mon Aug 09 15:40:18 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Naphthalene, 1,7-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.551 6.11 ng 15610 Acenaphthene-die 9.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 90
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 87
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 87
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 87

Abundance Scan 1269 (9.551 min): BF124972.D\data.ms (-1267) (-) m/z 156.00 100.00%

156.0
5000 /\
509 1280 T )\\ I T \J\ T T T
RO o
om_HWm‘m“_‘H_m_“w‘m —  m/z 141.00  84.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 T A = A \AA\ T
9.50
7.0 115.0 m/z 155.00 42.44%
270 L0 i
O\\\‘\\\\‘\\\\‘h‘”H“\\\\.‘\\\\‘\‘!‘\\“‘\\‘
miz--> 20 40 80 100 120 140 160
Abundance #33134. Naphthalene, 1,7-dimethyl-
156.0
by ol
9.50
5000 ITI/Z 153.05 23.87%
115.0
970 510 170 ‘ 139.0
P O Al Y I O 8 W
miz--> 20 40 60 80 100 120 140 160 M M
Abundance #33137: Naphthalene, 1,6-dimethyl- F f\ .
156.0 9.50
m/z 157.10 23.66%
5000
77.0 115.0 A A
1. 139.0
o220 S0, L eso T 01 L W
m/z--> 20 40 60 80 100 120 140 160 9.50

8270-BF080421.M Mon Aug 09 15:40:19 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Naphthalene, 1,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.639 23.21 ng 59272  Acenaphthene-d10 9.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95

Abundance Scan 1284 (9.639 min): BF124972.D\data.ms (-1281) (-) m/z 141.00 100.00%

141.0
5000 J\ )\
115.0 IRV
51.0 77.1 ‘ ‘ ‘ 9.0 9.50 10.00
ol m/z 156.10  92.46%
mlz--> 20 40 60 80 100 120 140 160
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
5000 T )\\ f AA T T T T
9.50 10.00
115.0 m/z 115.00 24.71%
51.0 76.0 139.0
O ‘2\7‘\.0\\“ T \“\ T "M\‘\ \MU“ Tt \9\8“0\ T \‘\ T \“!‘\ \‘i‘\ \‘U“‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0 /\
LA | AN /\f\‘v\ r\/‘\ /\A
9.50 10.00
5000 m/z 155.00 20.89%
115.0
270 510 760 g0 | |1390
0“‘M“M"M"W‘pW‘HM“w“V“‘\,uU“W“
m/z--> 20 40 60 80 100 120 140 160 m !
Abundance #33161: Naphthalene, 1,4-dimethyl- b : A —
156.0 9.50 10.00
m/z 128.00 16.95%
5000
115.0 }\
77.0 139.0 J\ A
OH\\‘2\7\'9\‘\5\1\'9,H\\“‘\9419\\\‘\,\‘!‘\\‘1‘\\‘”% . \A\ i \M/\‘"M
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00

8270-BF080421.M Mon Aug 09 15:40:20 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36

Operator Ju/caG

Sample : M3281-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 14 Naphthalene, 1-ethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.722 12.66 ng 32345  Acenaphthene-die 9.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 93
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 91
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 91

Abundance Scan 1298 (9.722 min): BF124972.D\data.ms (-1295) (-)
141.0

m/z 141.00 100.00%

5000 A A
115.0 AL AR E
51.0 77.0 ‘ 63.0 9.50 10.00
o) N S M i J“m 7" m/z 156.10  68.72%
miz--> 20 60 80 100 120 140 160
Abundance #33127: Naphthalene, 1-ethyl-
141.0
5000 )\\ f /\ \)\ T T T T
9.50 10.00
115.0 m/z 115.00 23.80%
150 390 60 w0 | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0 A
WA VL oo DY
9.50 10.00
5000 ITI/Z 128.00 13.51%
76.0 115.0
o210 ‘5‘1‘"9“1 i 280 | : “1“1‘3“"0‘ ‘U‘“ —
miz--> 20 40 60 80 100 120 140 160 J\ /\ {\ M !\
Abundance #33135: Naphthalene, 1,3-dimethyl- A Py [\‘" : {\
156.0 9.50 10.00
m/z 142.00 12.16%
5000
76.0 115.0
oL 270 510 "0 ogo | 1370
ce ST TR et e TR L LA
m/z--> 20 60 80 100 120 140 160 9.50 10.00

8270-BF080421.M Mon Aug 09 15:40:20 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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, 2-(1-methyleth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.963 7.68 ng 19613  Acenaphthene-die 9.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 91
2 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 91
3 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 87

4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 80
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 76

Abundance Scan 1339 (9.963 min): BF124972.D\data. ms ( 1336) (-) m/z 155.10 100.00%

55.1
5000 Mm
Ay
38.9 76.0 11‘5'1 | Il 10.00
o e e e Al myz 170010 44.02%
miz--> 20 40 60 80 100 120 140 160
Abundance #45546: Naphthalene, 2-(1-methylethyl)-
155.0
5000 T N\A/\/\ T \ﬂ{\\
10.00
m/z 115.10 14.87%
128.0
oL27.0 510 760 1010 | Il 172.0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ’\\\\’
miz--> 20 40 60 80 100 120 140 160
Abundance #45543: 3-(2-Methyl-propenyl)-1H-indene j\
155.0 /\
UV VL abo Dty
10.00
5000 m/z 128.00 13.55%
115.0
41.0 76.0 ‘ ‘ +
oL 10580 190 oo | | ) | 30
miz--> 20 40 60 80 100 120 140 160 }\ /\ M !\
Abundance #45531: Naphthalene, 1,4,5-trimethyl- AL . ﬁ‘ﬂ LA
155.0 10.00
m/z 153.00 12.86%
5000
128.0 )\ M
| il
ok a0y 0 paoozol oyl areo AL UINA o
m/z--> 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36

Operator Ju/caG

Sample : M3281-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 16 Naphthalene, 1,6,7-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.181 6.36 ng 16255 Acenaphthene-die 9.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 95
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 94

Abundance Scan 1376 (10.180 min): BF124972.D\data.ms (-1373) (-  m/z 155.00 100.00%
155.0
5000
128.0 A M‘ Lul! ,ABM‘A‘
39.0 76.0 ‘ ‘ 10.00 10.50
o) SRS AESISSMSI MBS S | B LW m/z 170.10  98.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 W/\A ‘“nﬂ‘ A
10.00 10.50
m/z 153.00 26.52%
128.0
51.0 76.0
Ot T \“ T \‘\ T “H \”\”U‘H“\ \170‘2\.\0\‘\ T \‘!‘\ \““%S\M’ \“\M\ |
miz--> 20 40 60 80 100 120 140 160
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
o il of)
1
10.00 10.50
5000 m/z 169.10 23.84%
128.0
63.0
oh 400, %30 P01050| | 4 M n
miz--> 20 40 60 80 100 120 140 160 n m I
Abundance #45538: Naphthalene, 2,3,6-trimethyl- Ph L
170.0 10.00 10.50
m/z 128.00 21.70%
5000
128.0
0 2?'0 L 517'0 N 7?\.9\\\ 102.0 ‘ \‘\ \\15 m A m n
o L T L L
mlz--> 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 17 Naphthalene, 1,4,6-trimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.210 4.34 ng 11080  Acenaphthene-die 9.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 91
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 91
4 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 90
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 87

Abundance Scan 1381 (10.210 min): BF124972.D\data.ms (-1378) (-  m/z 155.10 100.00%
156.1
5000
114.9 | M\ A ‘M‘\M\“
77.1 ‘ mu ‘ 10.00 10.50
OF e e e e e m/z 176.10 98.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 W[\/\ MA‘ A
10.00 10.50
153.0 m/z 153.85 26.21%
128.0
51.0 76.0
0 T \“ T \‘\ T “H \”\”U‘H“\ \]\-?2\.\0\‘\ T \“\‘ T \““\ \‘H‘M T \“\M\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
ol
LI T
10.00 10.50
5000 m/z 169.10 25.01%
128.0
63.0
ol 400, 30 M0uwz0| | M 120
miz--> 20 40 60 80 100 120 140 160 A M
Abundance #45539: Naphthalene, 2,3,6-trimethyl- — U
170.0 10.00 10.50
m/z 152.00 23.61%
5000
128.0 1530
o410 650 8501000 PO | i
T T e e e A LS
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 18 Naphthalene, 2,3,6-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.269 6.82 ng 17424  Acenaphthene-die 9.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 91
4 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 90
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 90

Abundance Scan 1391 (10.269 min): BF124972.D\data.ms (-1387) (-  m/z 155.00 100.00%
155.0
5000
| i ,MM ‘
39.0 | 12?-1 | 10.00 10.50
Ol A L L myz 170,10 91.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 W/\A ‘“A“‘ A
10.00 10.50
m/z 153.00 25.79%
128.0
51.0 76.0
Ot T \“ T \‘\ T “H \”\”U‘H“\ \170‘2\.\0\‘\ T \‘!‘\ \“‘}5\‘ T \“\M\ |
miz--> 20 40 60 80 100 120 140 160
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
ao il o
LR 00
10.00 10.50
5000 m/z 169.10 22.44%
128.0
0 270 . 5]T'O Iy 7?\.9\\\ 102.0 ‘ \‘\ \\15 L_'_r
et e S e e
miz--> 20 40 60 80 100 120 140 160 ﬁ A/WW I
Abundance #45532: Naphthalene, 1,4,6-trimethyl- — e
155.0 10.00 10.50
m/z 152.00 21.94%
5000
128.0
0 18 )
oo 00,22 #0u0n0 |y | I L
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\

Data File : BF124972.D

Acqg On 7 Aug 2021 13:36

Operator Ju/caG

Sample : M3281-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 19 Naphthalene, 1-(2-propenyl)- Concentration Rank 10

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

10.475 7.40 ng 18897  Acenaphthene-die 9.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 87
2 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 72
3 Benzene, [1-(2,4-cyclopentadien-... 168 C13H12 002320-32-3 59
4 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 58
5 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 58

Abundance Scan 1426 (10.475 min): BF124972.D\data.ms (-1421) (-

168.1
5000
2.
82.9 1149 139.0
63.0 ‘ | |
O o I e L
m/z--> 20 40 60 80 100 120 140 160
Abundance #43643: Naphthalene, 1-(2-propenyl)-
153.0
5000 115.0
63.0 830
O \:L\4\()‘ \“ \ T ‘.\ T \ \““\‘\‘\m H\‘H\ T ‘ \ T \‘} ‘ \ \ T \
miz--> 20 40 60 80 100 120 140 160
Abundance #43630: 1-Isopropenylnaphthalene
158.0
5000
300 630 ﬁo 105.0 126.0
0 ““‘w“p‘w““uwh ““““M‘HW““H
miz--> 20 40 60 80 100 120 140 160
Abundance #43646: Benzene, [1-(2,4-cyclopentadien-1-ylidene)ethyl]
153.0
5000
114.0
) T N
m/z--> 20 40 60 80 100 120 140 160
8270-BFO80421.M Mon Aug 09 15:40:24 2021

m/z 168.10 100.00%

i A

10.50
m/z 153.00

77.07%

MW T L

10.50
m/z 167.00

59.36%

L ﬂ nﬁmn |

10.50
m/z 165.00

42.59%

L) LA ﬂ

10.50
m/z 152.00 38.90%
i M Il |
10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124972.D

Acqg On 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownll.874 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.874 5.78 ng 14145  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Methylnonanoic acid 172 C10H2002 005963-14-4 47
2 n-Decanoic acid 172 C10eH2002 000334-48-5 43
3 Undecanoic acid 186 C11H2202 000112-37-8 37
4 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 32
5 .alpha.-D-Glucopyranose, 4-0-.be... 342 C12H22011 014641-93-1 25
Abundance Scan 1664 (11.874 min): BF124972.D\data.ms (-1661) (- m/z 43.10 100.00%
43.1
73.1
5000 129.1
192.1
97.0 ° Ll fay il
L
oyt m/z 41.10 77.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46984: 8-Methylnonanoic acid
43.0 73.0 129.0
5000 - ‘ﬂ‘ ‘m‘w‘
11.50 12.00
970 m/z 60.00 70.05%
O ’ \‘H““\\“}H\ "\\“\1“‘\\\\‘\1\7\2;()‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46964: n-Decanoic acid
60.0
— ——
410 11.50 12.00
m/z 73.10 64.07%
5000 129.0
870 172.0
110.0 '
N S N
miz--> 20 40 60 80 100 120 140 160 180
Abundance #60691: Undecanoic acid “ —
60.0 11.50 12.00
m/z 57.10 57.80%
41,0
5000
85.0 129.0
‘ ‘ ‘1570 186.0
o ooy Ao 1
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124972.D

Acqg On : 7 Aug 2021 13:36
Operator : JU/CG

Sample : M3281-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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|
Deltacyclene 7.010 5.7 ng 8537 1 6.828 30220 20.0
Benzene, 1,2,3,... 7.598 5.6 ng 17161 2 8.110 61175 20.0
3-Phenylbut-1-ene 7.845 16.0 ng 48982 2 8.110 61175 20.0
Benzene, (1-met... 8.492 4.7 ng 14367 2 8.110 61175 20.0
Benzene, (1,2-d... 8.575 6.2 ng 190604 2 8.110 61175 20.0
Naphthalene, 1,... 8.610 8.4 ng 25566 2 8.110 61175 20.0
Naphthalene, 1,... 8.769 6.4 ng 19546 2 8.110 61175 20.0
Naphthalene, 2-... 9.381 14.2 ng 36219 3 9.863 51085 20.0
Naphthalene, 2,... 9.451 41.8 ng 106827 3 9.863 51085 20.0
Naphthalene, 2,... 9.522 59.7 ng 152544 3 9.863 51085 20.0
Naphthalene, 1,... 9.551 6.1 ng 15610 3 9.863 51085 20.0
Naphthalene, 1,... 9.639 23.2 ng 59272 3 9.863 51085 20.0
Naphthalene, 1-... 9.722 12.7 ng 32345 3 9.863 51085 20.0
Naphthalene, 2-... 9.963 7.7 ng 19613 3  9.863 51085 20.0
Naphthalene, 1,... 10.181 6.4 ng 16255 3 9.863 51085 20.0
Naphthalene, 1,... 10.210 4.3 ng 11680 3 9.863 51085 20.0
Naphthalene, 2,... 10.269 6.8 ng 17424 3 9.863 51085 20.0
Naphthalene, 1-... 10.475 7.4 ng 18897 3  9.863 51085 20.0
unknownl11.874 11.874 5.8 ng 14145 4 11.351 48932 20.0
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