LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131404.D

Acqg On : 25 Nov 2022 19:47
Operator : CG\JU

Sample : N5741-12

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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131404.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.251 21 28 34 rBV 1347955 1730448 69.09% 9.406%
2 3.351 208 215 220 rBv2 20216 37424 1.49% 0.203%
3 4.492 403 409 415 rBv2 26093 37794 1.51% 0.205%
4 4.575 418 423 427 rBV 33873 35448 1.42% ©.193%
5 5.169 520 524 530 rVB 166999 171241 6.84% 0.931%
6 5.439 566 570 574 rvB 123891 107339 4.29% 0.583%
7 5.557 586 590 594 rBV 1214671 1130217 45.12% 6.143%
8 5.804 628 632 635 rBvV 41920 37100 1.48% 0.202%
9 6.122 683 686 689 rvB 48104 36915 1.47% 0.201%
106 6.410 732 735 739 rVB 34938 29390 1.17% 0.160%
11 6.563 756 761 764 rBV 878636 737790 29.46% 4.010%
12 6.639 770 774 777 rVB 58664 45882 1.83% 0.249%
13 6.775 794 797 802 rVB 35623 34598 1.38% 0.188%
14 6.957 824 828 831 rBV 567931 510993 20.40% 2.778%
15 7.010 834 837 840 rVB 55948 42225 1.69% 0.230%
16 7.133 855 858 861 rVB 196364 152412 6.08% 0.828%
17 7.522 919 924 927 rVB 1561796 1442647 57.60% 7.842%
18 7.804 968 972 976 rBV2 25007 26747 1.07% 0.145%
19 7.974 997 1001 1005 rBV2 61981 67019 2.68% 0.364%
20 8.245 1040 1047 1049 rBV 762062 679861 27.14% 3.695%
21  8.263 1049 1050 1053 rVB 78217 46903 1.87% 0.255%
22 8.463 1081 1084 1086 rBV 32291 28873 1.15% 0.157%
23 8.710 1122 1126 1131 rBV5 26794 44538 1.78% 0.242%
24 8.780 1136 1138 1140 rBV 26908 26695 1.07% 0.145%
25 9.057 1181 1185 1189 rBV3 121300 126440 5.05% 0.687%
26 9.133 1195 1198 1203 rBV3 29472 44521 1.78% 0.242%
27 9.186 1204 1207 1212 rVB6 34516 39861 1.59% 0.217%
28 9.245 1212 1217 1221 rBV8 18864 31652 1.26% 0.172%
29 9.327 1226 1231 1233 rVV 2720964 2504766 100.00% 13.615%
30 9.351 1233 1235 1241 rVB2 52743 51233 2.05% 0.278%
31  9.492 1256 1259 1262 rVB 95027 87370  3.49% 0.475%
32 9.586 1270 1275 1281 rBV8 43617 85927 3.43% 0.467%
33 9.674 1287 1290 1293 rVB5 38319 48337 1.93% 0.263%
34 9.751 1296 1303 1306 rBV9 20902 44521 1.78% ©0.242%
35 9.857 1318 1321 1325 rBV3 51394 55791 2.23% 0.303%
36 9.904 1325 1329 1334 rVB 177002 176831 7.06% 0.961%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131404.D

Acqg On : 25 Nov 2022 19:47
Operator : CG\JU

Sample : N5741-12

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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.010 1343 1347 1350 rBV 911346 740474 29.56%  4.025%
38 10.204 1378 1380 1384 rVBS 33626 29473 1.18% 0.160%
39 10.321 1396 1400 1407 rBV 141882 312077 12.46% 1.696%
40 10.433 1417 1419 1423 rVB3 38277 33060 1.32% 0.180%
41 10.627 1449 1452 1456 rVB2 44433 61403 2.45% 0.334%
42 10.727 1465 1469 1472 rVB 117735 102078 4.08% 0.555%
43 10.763 1472 1475 1477 rBV3 27287 27688 1.11% 0.150%
44 10.804 1477 1482 1485 rBV 1938265 1675633 66.90% 9.108%
45 11.157 1540 1542 1545 rVB4 39365 32400 1.29% ©.176%
46 11.380 1578 1580 1584 rVB2 37170 38616 1.54% ©.210%
47 11.504 1598 1601 1605 rBV 773755 701776 28.02%  3.815%
48 12.027 1687 1690 1697 rVB 307666 276819 11.05% 1.505%
49 12.286 1732 1734 1737 rVB 54589 43593 1.74% 0.237%
50 12.815 1821 1824 1830 rVB3 73560 78967 3.15% 0.429%
51 13.104 1869 1873 1876 rBV 2571360 2344778 93.61% 12.745%
52 13.998 2022 2025 2037 rVB 165442 189508 7.57% 1.030%
53 14.162 2050 2053 2057 rVB 576137 481421 19.22% 2.617%
54 14.262 2067 2070 2075 rVB 90728 89272 3.56% 0.485%
55 15.321 2246 2250 2254 rBV3 21739 28057 1.12% ©.153%
56 15.698 2309 2314 2319 rBV 345217 451705 18.03% 2.455%
57 16.209 2397 2401 2405 rVB2 19520 28297 1.13% ©.154%
58 16.756 2490 2494 2499 rBV3 18309 31656 1.26% ©.172%
59 17.409 2600 2605 2611 rBVS8 15706 29079 1.16% 0.158%
60 18.186 2730 2737 2745 rVB9S 12338 31881 1.27% 0.173%
Sum of corrected areas: 18397460
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

: 25 Nov 2022 19:47
: CG\JU
: N5741-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
BF131404.D

: 8 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF131404.D\data.ms

7.522

2.251
5.557

6.563

5.169 5.43
3.351 4, 419&75 5. 804 6.122 6.410 639775 01

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF131404.D\data.ms

9.327 13.104

10.804

10.010

Lﬁﬁi

11.504
8.245

12.027

12.286 12.815

Time-->

ol

— — —
10 OO 10 50 11.00 11.50 12.00 12.50 13.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF131404.D\data.ms

14.162

15.698
13.998 4262

A 15321 16.209 16.756 17.409 18.186

Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131404.D

Acq On : 25 Nov 2022 19:47
Operator : CG\JU

Sample : N5741-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.251 67.73 ng 1730450 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 37
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 28 (2.251 min): BF131404.D\data.ms (-21) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
e T
‘ 70 2. 20 240 2. 60
Ol O m/z 43.05  45.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B B
43.0 220 240 2.60
‘ 87.0 m/z 55.00 32.08%
29.0
O \‘HH“\\H“\H\‘\f\fg‘\o\\\“\}\\‘H\\‘HH’\H\‘HH‘HH’\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e
2. 20 240 2. 60
5000 41.0 55.0 m/z 87.10 27.32%
27.0
0 H ‘m | ‘\‘ I | 112.0 129.0
R L L e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 220 2.40 260
m/z 41.00 15.30%
5000 43.0
58.0
29.0 ‘ 87‘-0
0“HWMH‘WH‘WH‘W‘HW‘MW‘H‘_H‘VH‘_‘H_‘HV‘H e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2. 20 240 2. 60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131404.D

Acq On : 25 Nov 2022 19:47
Operator : CG\JU

Sample : N5741-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.169 6.70 ng 171241  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 524 (5.169 min): BF131404.D\data.ms (-520) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
83.1 ‘ 4.80 5.00 5.20 5.40
bbb et e m/z 59.08 57.43%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L N R B R I

4.80 5.00 5.20 5.40
m/z 101.00 17.19%

31.0 83.0 101.0
O\\‘\\\w‘“\\\\“”i\\’\\“\1’\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
R RC e
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.00 15.20%
29.0
101.0
0""‘“‘“HH“MH,HH\,“H“HH"HH‘HH‘HH_
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- e A Emaes B R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.52%
5000
41.0
29.0 101.0
ol bt bl 730 880 |
m/z--> 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131404.D

Acq On : 25 Nov 2022 19:47
Operator : CG\JU

Sample : N5741-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 1Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.133 5.97 ng 152412  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 74
3 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 72
4 Benzene, l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 64
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
Abundance Scan 858 (7.133 min): BF131404.D\data.ms (-855) (-) m/z 117.10 100.00%
117.1
5000
91.0 LRI B e e
39.0 63.0 6.80 7.00 7.20 7.40

L 7RO ] 1040 | g
0"W‘H‘WH‘M‘HW‘H}MH,MH‘H‘WH‘W‘HW‘H‘MH‘M‘H m/z 118.10  59.43%

m/z--> 10 20 30 40 50 60 70 80 90 100110120

Abundance #10179: Indane

117.0
5000 L B L B B R
6.80 7.00 7.20 7.40
390 sgq 91.0 m/z 115.05 35.21%
O \\\]’-\3\\0\’\2§"W?\H‘1"H\\"‘1\\‘\"\‘\‘\\‘\7\\7\?\H“‘H\\]_‘q\ﬁ\()‘\\l\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10185: (Z)-1-Phenylpropene
117.0
RN | R | VY
6.80 7.00 7.20 7.40
5000 m/z 91.00 18.55%
91.0
51.0 65.0 78
I OO T |
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10192: Benzene, 2-propenyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.00 9.75%
5000 91.0
39.0 65.0
78.0
I LY 7135 P O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131404.D

Acq On : 25 Nov 2022 19:47
Operator : CG\JU

Sample : N5741-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Benzocycloheptatriene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.057 3.72 ng 126440  Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzocycloheptatriene 142 Cl1H1ie 000264-09-5 70
2 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 55
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 55
4 1-Methylindan-2-one 146 C10H100 035587-60-1 49
5 Benzeneacetonitrile, 4-cyano- 142 C9H6N2 000876-31-3 42

Abundance Scan 1185 (9.057 min): BF131404.D\data.ms (-1181) () | m/z 142.05 100.00%
14p.1

115.1

5000

A
I N R R R

8.80 9.00 9.20 9.40

o} m/z 141.05 93.52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22141: Benzocycloheptatriene
141.0
115.0
5000
8.80 9.00 9.20 9.40
63.0 89.0 m/z 131.00 77 .46%
0 ‘\H\‘\H\““‘}‘\‘\HU‘ ‘H\“\‘ T “\ T \“1 T T \‘M\ LI B e B
m/z--> 20 40 60 80 100 120 140 160
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 A
T T A
8.80 9.00 9.20 9.40
m/z 115.05 71.62%
5000 115.0 /

39.0 630 ggg

\HH‘\H”‘w“*‘*‘”‘”*‘\*‘*“w*””w””w”*w”” !

0
m/z--> 20 40 60 80 100 120 140 160
Abundance #22145: Naphthalene, 1-methyl- R RRRREasA S
142.0 8.80 9.00 9.20 9.40
m/z 146.00  44.82%
5000
115.0
390 630 89.0
1] BT w‘“;‘ w“\”v‘ P \w\ T
m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40

8270-BF112122.M Thu Dec 01 13:07:16 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131404.D

Acq On : 25 Nov 2022 19:47
Operator : CG\JU

Sample : N5741-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.492 2.36 ng 87370  Acenaphthene-d1e 10.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 64
2 7-Methylindan-1-one 146 C10H100 039627-61-7 58
3 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 47
4 4-Fluorophthalonitrile 146 C8H3FN2 065610-14-2 38
5 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 38
Abundance Scan 1259 (9.492 min): BF131404.D\data.ms (-1256) (-)| | m/z 146.85 100.00%
146.1
1171
5000
91.0
51"0 . 165.1 9.20 9.40 9.60 9.80
o S [ WP m/z 117.85  58.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39287: Benzoic acid, 2,4,6-trimethyl-
146.0
5000 1190 L L R B L AL B
9.20 9.40 9.60 9.80
91.0 m/z 164.05  50.30%
51.0 165.0
O+ ‘2\7‘\-9\““\ \“1‘\““\‘7\2\“%“\ \‘V\ ‘M\ \‘1 T “\ T “\‘\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24911: 7-Methylindan-1-one
117.0 146.0
e AR m
9.20 9.40 9.60 9.80
5000 m/z 117.95 49,19%
91.0
39.0 630
0““‘H‘M‘mwhw‘mh““m““‘hw““_“‘_‘
m/z--> 20 40 60 80 100 120 140 160 180 A M J\/\A
Abundance #10205: Benzene, 1-ethenyl-2-methyl- pargprt s e
117.0 9.20 9.40 9.60 9.80
m/z 119.10 33.89%
5000
91.0
39.0 58.0 ‘
) N W S O S — ALATL I
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131404.D

Acq On : 25 Nov 2022 19:47
Operator : CG\JU

Sample : N5741-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 unknown9.586 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.586 2.32 ng 85927  Acenaphthene-d1e 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Ethyl-2,3-dihydro-1H-indene 146 C11H14 056147-63-8 43
2 Benzene, cyclopentyl- 146 C11H14 000700-88-9 38
3 1H-Imidazole, 4,5-dihydro-2-phenyl- 146 C9H1@N2 000936-49-2 38
4 m-Aminophenylacetylene 117 C8H7N 054060-30-9 38
5 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 38

Abundance Scan 1275 (9.586 min): BF131404.D\data.ms (-1270) () | m/z 117.00 100.00%
117.0

146.0

5000

=

T
9.50

0! m/z 146.00 68.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24997: 2-Ethyl-2,3-dihydro-1H-indene
117.0
146.0 Ju
5000 o :
9.50
91.0 m/z 119.10  63.92%
65.0 ‘ ‘
N Iy . | iy I—T
O\‘\\\\‘\\\\‘\‘\\\H‘\\‘\\‘\\\‘\Ul\‘\‘\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24984: Benzene, cyclopentyl-
117.0
T \
146.0 9.50
5000 91.0 ITI/Z 91.00 55.25%

39.0 68.0
0‘\“‘H‘\‘*“““\“‘!HH\H‘!w“"m‘w‘“w““”\””\”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance

#25720: 1H-Imidazole, 4,5-dihydro-2-phenyl- T
.0 9.50

117
146.0 m/z 115.00  43.347%
5000
77.0
51.0
0 ‘%?Q‘N‘ﬂ‘wu‘;;“MQ%?“N_““‘H““‘W“ —
m/z--> 20 40 60 80 100 120 140 160 180 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131404.D

Acq On : 25 Nov 2022 19:47
Operator : CG\JU

Sample : N5741-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Benzoic acid, p-tert-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.904 4.78 ng 176831  Acenaphthene-di0 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 90
2 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 80
3 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 68
4 Benzene, 1-(1,1-dimethylethyl)-2... 178 C12H180 000088-40-4 68
5 Benzoic acid, 4-acetyl-, methyl ... 178 C10H1003 003609-53-8 64
Abundance Scan 1329 (9.904 min): BF131404.D\data.ms (-1325) (-) m/z 163.05 100.00%
1638.1
5000
91.0 135.0
e
‘ 115.0 10.00
o) S N ‘M‘H b ol gl 12899 a1 e 30.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52528: Benzoic acid, p-tert-butyl-
163.0
5000 T
10.00
41.0 91.0 135.0 m/z 135.00  29.45%
oiso, | sso, | mso | | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52511: 3-tert-Butylbenzoic acid
163.0
—
10.00
m/z 41.00 15.03%
5000 135.0
91.0 115.0
0 450 650 LL L1 ‘ ‘ |
e e R R e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52844: 6-tert-Butyl-2,4-dimethylphenol ——
163.0 10.00
m/z 178.10  13.00%
5000 135.0
oli50 410 710 O | o
m/z--> 20 40 60 80 100 120 140 160 180 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131404.D

Acq On : 25 Nov 2022 19:47
Operator : CG\JU

Sample : N5741-12

Misc

ALS vial : 8

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 Hexathiane Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
10.321 8.43 ng 312077  Acenaphthene-di0 10.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexathiane 192 S6 013798-23-7 91
2 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 39
3 N,N-Bis(2-hydroxyethyl)-2-aminoe... 213 C6H15NO5S 010191-18-1 9
4 Tetrafluoroformamidine 116 CF4N2 014362-70-0 7
5 Sulfur dioxide 64 02S 007446-09-5 4

Abundance Scan 1400 (10.321 min): BF131404.D\data.ms (-1396) (- m/z 63.90 100.00%

63.9
5000 191.8
127.9 J_A/\\\ I —
10.00 10.50
Obrr bbb e m/z 191.80 48.47%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67524: Hexathiane
64.0 192.0
5000 128.0 = T
10.00 10.50
m/z 127.90 17.30%
O\\\‘\‘\\\\“\\1\‘1\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342346: Di(tert-butyl) trisulfide, perfluoro-
64.0
— —r
10.00 10.50
5000 ITI/Z 193.80 12.77%
0 | ‘ 163.0 315.0 534.(
B B R RRRRRRRRRRS e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #91143: N,N-Bis(2-hydroxyethyl)-2-aminoethanesulfonic 8, e pesdh
R7.0 10.00 10.50
m/z 65.90 11.24%
100.0
5000
1 195.0
m/z--> 50 100 150 200 250 300 350 400 450 500 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131404.D

Acq On : 25 Nov 2022 19:47
Operator : CG\JU

Sample : N5741-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Benzophenone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.727 2.76 ng 102078  Acenaphthene-di0 10.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 4,5-Diphenyloxazolin-2(3H)-one 237 C15H11NO2 005014-83-5 47
3 Vinyl benzoate 148 C9H802 000769-78-8 47
4 Methyl 2-benzoyl-4-cyanobutanoate 231 C13H13NO3 1010486-83-8 47
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 47

Abundance Scan 1469 (10.727 min): BF131404.D\data.ms (-1465) (- m/z 105.00 100.00%

105.0
77.0
182.1
5000
51.0

153.0 220. o
el e b 2299 myz 77.000 72.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56922: Benzophenone
105.0
77.0

o

5000 182.0 1050 11,00
510 m/z 182.10  60.05%
0 |4 1520
S R R R R AR RN AR EAR AN NARRN RARAN RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #119811: 4,5-Diphenyloxazolin-2(3H)-one
105.0
77.0 e . ——
10.50 11.00
5000 51.0 m/z 50.95 31.36%
0 il d300 1650 21002370
m/z--> Zb 4b 6b Sb 160 léO 1&0 1éo 1é0 260 zéo 230
Abundance #26899: Vinyl benzoate T T
105.0 10.50 11.00

m/z 49.95 10.75%

77.0
5000
51.0
15.0 148.0
0 | ‘ ul | |

e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00

8270-BF112122.M Thu Dec 01 13:07:19 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131404.D

Acq On : 25 Nov 2022 19:47
Operator : CG\JU

Sample : N5741-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.027 7.89 ng 276819  Phenanthrene-die 11.504
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 81
5 Undecanoic acid 186 C11H2202 000112-37-8 80
Abundance Scan 1690 (12.027 min): BF131404.D\data.ms (-1687) (- m/z 43.10 100.00%
43.1 73.0
5000
129.0
T
‘ ‘1 1.0 157.1 185-121‘3'2 256.1 12.00
0 Ww\‘:‘m‘w‘: ‘“‘l”hh“‘uu‘l“l“‘uum‘“mu“‘ bk bl m/z 73.00 95.59%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 S :
129.0 12.00
213.0 m/z 60.00 88.12%
‘ H (ﬂ 157.0185.0 ‘
O:I\-ﬁ‘o\\\\ HH\H\M}‘\‘H\L \‘\““\\H‘”h “\H\‘\H\\H‘H‘H‘\‘H‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
T
12.00
5000 129.0 m/z 55.05 80.18%
199.0
s e L
EETTIN 8 O e P
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92068: Tridecanoic acid 7 ‘
43.0 73.0 12.00
' m/z 41.05 78.40%
5000
129.0
H ‘ 171.0 214.0
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131404.D

Acq On : 25 Nov 2022 19:47
Operator : CG\JU

Sample : N5741-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.815 2.25 ng 78967  Phenanthrene-d1e 11.504
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Octadecanoic acid 284 (C18H3602 000057-11-4 86
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 62
Abundance Scan 1824 (12.815 min): BF131404.D\data.ms (-1821) () ' m/z 43.05 100.00%
43.0
5000 MJ\WWW\N
— —
12.50 13.00
0b—— m/z 57.00 90.66%
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T T
129.0 12.50 13.00
m/z 60.00 76.24%
LA ], 38
0L— “\ M’ H H‘ M‘H ‘H‘\ - ‘ | r‘\” S “ e
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
— —
12.50 13.00
5000 129.0 m/z 72.95 71.99%
‘ 1850 940 284l
I 1910 O O e
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid — —
73.0 12.50 13.00
m/z 41.00 70.88%
5000 129.0
185.0
H 228.0
OH“\ W h u””\ ‘\mm“\‘\”\‘\H“H“H — —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131404.D

Acq On : 25 Nov 2022 19:47
Operator : CG\JU

Sample : N5741-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Cycloeicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.998 7.87 ng 189508  Chrysene-di12 14.162
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 99
2 1-Eicosene 280 C20H40 003452-07-1 96
3 1-Docosene 308 C22H44 001599-67-3 94
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
Abundance Scan 2025 (13.998 min): BF131404.D\data.ms (-2022) (- m/z 55.00 100.00%
55.0
97.0
5000
1400
ol ‘H‘H‘ H A 2 “‘1“7“‘19‘207‘?‘ L2801 5700 92.45%
mfz--> 50 100 150 200 250 300
Abundance #173728: Cycloeicosane
55.0
97.0
5000 LN
14.00
m/z 43.05 86.65%
O T T ‘\ \‘ “‘ ‘\ “\‘ \‘H‘ “ “L P H OH T ]\-8\2 \0 \22\4\0\ ‘ \2\8\0\()‘ T
miz--> 50 100 150 200 250 300
Abundance #173725: 1-Eicosene
57.0 97.0
——
14.00
5000 m/z 83.10 75.74%
01‘5'9“ | ‘M H\ ‘ ‘ ‘\ \ \“\ ‘\H A \H ‘h‘ } 2?‘0\‘ ‘\ S -
miz--> 50 100 150 200 250 300
Abundance #209741: 1-Docosene ™
55.0 14.00
m/z 68.95 68.10%
h Jm‘
okl L \H\ | 2320 10 soe -
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131404.D

Acq On : 25 Nov 2022 19:47
Operator : CG\JU

Sample : N5741-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Triphenylphosphine oxide Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.262 3.71 ng 89272  Chrysene-d12 14.162
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 91
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 83
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 37

5 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 35

Abundance Scan 2070 (14.262 min): BF131404.D\data.ms (-2067) (- m/z 277.05 100.00%
277.1
5000
77.0 199.0
43 % ‘ 152.0 ‘ H 14 oo 14 50
ol A0 L H80 o Lk AL L n/z 278.05  33.54%
m/z--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 T
14 OO 14 50
77.0 199.0 m/z 76.95 21.90%
152.0
O \2\7\.0\ ‘}‘ T \“\ T ‘ T T T ‘H\ T \ T H T T T T ‘ T T ‘\ T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14 00 14 50
5000 m/z 50.95 20.22%
77.0 183.0
oo Lm0l | e |
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy it
277.0 1400 1450
m/z 199.00 19.72%
5000
77.0 183.0
me
ob b b U L
m/z--> 50 100 150 200 250 300 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131404.D

Acqg On : 25 Nov 2022 19:47
Operator : CG\JU

Sample : N5741-12

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.251 67.7 ng 1730450 1 6.957 510993 20.0
2-Pentanone, 4-... 5.169 6.7 ng 171241 1 6.957 510993 20.0
Indane 7.133 6.0 ng 152412 1 6.957 510993 20.0
Benzocyclohepta... 9.057 3.7 ng 126440 2 8.245 679861 20.0
Benzoic acid, 2... 9.492 2.4 ng 87376 3 10.010 740474 20.0
unknown9.586 9.586 2.3 ng 85927 3 10.010 740474 20.0
Benzoic acid, p... 9.904 4.8 ng 176831 3 10.010 740474 20.0
Hexathiane 10.321 8.4 ng 312077 3 10.010 740474 20.0
Benzophenone 10.727 2.8 ng 102078 3 10.010 740474 20.0
n-Hexadecanoic ... 12.027 7.9 ng 276819 4 11.504 701776 20.0
Octadecanoic acid  12.815 2.3 ng 78967 4 11.504 701776 20.0
Cycloeicosane 13.998 7.9 ng 189508 5 14.162 481421 20.0
Triphenylphosph... 14.262 3.7 ng 89272 5 14.162 481421 20.0
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