LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acqg On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc :

ALS Vvial : 11  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: BF131395.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.258 22 29 34 rBV 1453744 1954828 75.62% 9.512%
2 3.352 208 215 220 rBv 62856 108121 4.18% 0.526%
3 3.852 292 300 306 rBV2 19162 30584 1.18% 0.149%
4 4.493 404 409 419 rBV3 75914 128519 4.97% 0.625%
5 4.575 419 423 427 rBV 125557 145907 5.64% 0.710%
6 5.169 520 524 528 rBV 135866 138924 5.37% 0.676%
7 5.440 567 570 574 rBV2 51051 47083 1.82% ©.229%
8 5.557 583 590 596 rBV 1123337 1057918 40.92% 5.148%
9 6.510 749 752 757 rBV2 30041 31237 1.21% 0.152%
10 6.563 757 761 769 rW 732492 717491 27.75% 3.491%
11 6.640 769 774 777 rW 51849 49633 1.92% 0.242%
12 6.722 779 788 792 rBV2 31609 55436 2.14% 0.270%
13 6.775 795 797 804 rVB 53736 47113 1.82% 0.229%
14 6.957 824 828 831 rBV 624041 542734 20.99% 2.641%
15 7.010 835 837 840 rw 60537 46660 1.80% 0.227%
16 7.098 843 852 855 rW5 56034 116921 4.52% 0.569%
17 7.134 855 858 861 rVW 355103 372525 14.41% 1.813%
18 7.169 861 864 867 rVW 123588 161778 6.26% 0.787%
19 7.198 867 869 877 rVB2 60914 63361 2.45% 0.308%
20 7.275 878 882 891 rVB3 57998 79834 3.09%  0.388%
21 7.345 891 894 899 rBV 65263 58568 2.27% 0.285%
22 7.522 908 924 927 rBV 1834649 2585212 100.00% 12.579%
23 7.610 934 939 941 rBV4 25234 36716 1.42% 0.179%
24 7.640 941 944 947 rVB2 68652 59742 2.31% 0.291%
25 7.722 955 958 960 rBV 69473 51083 1.98% 0.249%
26 7.751 960 963 965 rVB 98650 76898  2.97%  0.374%
27 7.804 967 972 975 rBV 117669 134649 5.21% 0.655%
28 7.887 983 986 988 rBV2 31657 30749 1.19% 0.150%
29 7.975 997 1001 1005 rBV 174069 167086 6.46% 0.813%
30 8.081 1016 1019 1021 rVB 61375 47552 1.84% 0.231%
31 8.187 1031 1037 1038 rBV3 18430 30579 1.18% 0.149%
32 8.245 1038 1047 1049 rVV 839310 765862 29.62% 3.727%
33  8.287 1052 1054 1058 rVB2 51295 57869  2.24% 0.282%
34 8.492 1085 1089 1091 rBV3 49001 59222 2.29% 0.288%
35 8.516 1091 1093 1100 rVB4 41705 64940 2.51% 0.316%
36 8.628 1109 1112 1116 rVB 42675 42282 1.64% 0.206%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acqg On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc :

ALS Vvial : 11  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 8.675 1116 1120 1124 rBV6 20102 33630 1.30% 0.164%
38 8.804 1137 1142 1144 rVB3 20158 32235 1.25% 0.157%
39 8.834 1144 1147 1151 rBV3 38773 33252 1.29% 0.162%
40 8.916 1157 1161 1164 rBV3 23887 37898 1.47% 0.184%
41  8.987 1170 1173 1177 rVB4 27350 29510 1.14% 0.144%
42 9.057 1181 1185 1188 rBV3 99035 103403 4.00% 0.503%
43 9.192 1205 1208 1213 rVB5 24274 28703 1.11% 0.140%
44  9.328 1225 1231 1234 rVB 2870924 2543361 98.38% 12.375%
45  9.492 1256 1259 1263 rVB 73107 60084  2.32% 0.292%
46 9.592 1273 1276 1282 rVB6 26114 36049 1.39% 0.175%
47  9.669 1285 1289 1293 rVB6 24441 33552 1.30% ©0.163%
48 9.798 1309 1311 1314 rVB 42916 31175 1.21% ©.152%
49 9.898 1324 1328 1332 rBV3 67638 66864 2.59% 0.325%
50 10.010 1341 1347 1350 rBV 969557 789922 30.56%  3.844%
51 10.204 1375 1380 1384 rVB7 24729 30862 1.19% 0.150%
52 10.328 1397 1401 1404 rBV4 49957 54592 2.11% 0.266%
53 10.728 1466 1469 1472 rVB 174565 136678 5.29% 0.665%
54 10.804 1477 1482 1485 rBV 1903764 1680115 64.99% 8.175%
55 11.504 1598 1601 1605 rVB 845920 703992 27.23%  3.425%
56 11.610 1617 1619 1624 rVB5 26495 31847 1.23% 0.155%
57 12.028 1686 1690 1695 rBV 298192 264636 10.24%  1.288%
58 12.822 1819 1825 1839 rVB 639813 635026 24.56%  3.090%
59 13.104 1868 1873 1876 rBV 2148604 1906500 73.75% 9.277%
60 14.021 2023 2029 2040 rBV4 52426 131910 5.10% 0.642%
61 14.163 2049 2053 2056 rVB 501087 411942 15.93% 2.004%
62 14.263 2066 2070 2075 rVB 73197 75378 2.92% 0.367%

63 15.704 2309 2315 2320 rBV 358856 462853 17.90%  2.252%

Sum of corrected areas: 20551585
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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

Abundance TIC: BF131395.D\data.ms

2500000

2000000 7.522

15000001 2.258

5.557
1000000

500000

3.352 3.852 4.

0 L L L L L B B B B \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\/h\‘\\\\"\\\

Time--> 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

Abundance TIC: BF131395.D\data.ms
9.328

2500000
13.104

2000000 10.804

1500000

10.010

1000000 8.245 11.504
12.822
500000 12028
975
0 % 08 87&@@@3}% ”@%@97@ 9 10.20428 1.610 J
T T T T T T ! ! ! ' ! '
950

' T T T T
Time--> 8.00 8.50 9.00 10 OO 10 50 11 OO 11 50 12.00 12.50 13.00

Abundance TIC: BF131395.D\data.ms

2500000
2000000
1500000

1000000

14.163
500000 15.704

14.0214.263

o T ‘ T T T T ‘ T T 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

8270-BF112122.M Thu Dec 01 13:03:13 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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.
2.258 72.04 ng 1954830 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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 29 (2.258 min): BF131395.D\data.ms (-22) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
R mman T S
‘ Lg 0 2. 20 240 2. 60
Ob oo bl b 20RO m/z 43.@5  45.05%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI LA LA L B B B
43.0 220 240 260
87.0 m/z 54.95 32.92%
29.0
\ \‘ 9 0 _ll
O \‘HH‘\\H‘\H\‘\!\!‘\H\‘\H\‘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 26.84%
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- e
73.0 2. 20 240 2. 60

m/z 41.05 14.81%

5000 43.0
58.0
29.0 ‘ 87‘-0
i ‘ | |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.40 260

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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-Butanol, 2,3-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.352 3.98 ng 108121 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 50
3 3-Heptanol 116 C7H160 000589-82-2 40
4 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 38
5 2-Decanol, methyl ether 172 C11H240 1000333-83-9 33
Abundance Scan 215 (3.352 min): BF131395.D\data.ms (-208) (-) m/z 59.00 100.00%

59.0
5000
87.1

‘ ‘ ‘ 3.00 3.20 3.40 3.60
e e Wiz 41.00  24.45%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5047: 2-Butanol, 2,3-dimethyl-
59.0
5000

3.00 3.20 3.40 3.60
41.0 m/z 43.00 23.75%

\\‘\\\\’\2\\7\?\\H“\‘\‘\\‘H\\‘\H\"\\H‘\\H‘H\\‘H\\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5024: 2-Pentanol, 2-methyl-
59.0

3.00 3.20 3.40 3.60

o

o

5000 ITI z 87.10 21.80%
45.0
87.0
31.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9450: 3-Heptanol R RRERE I EEE)
59.0 3.00 3.20 3.40 3.60

m/z 69.10  18.66%

5000 41.0
27.
87.0
oL 140 | \‘\\ 720 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 3 Di-sec-Butyl ether Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.493 4.74 ng 128519 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 38
3 2-Pentanol, 4,4-dimethyl- 116 C7H160 006144-93-0 38
4 1-Octene, 3-(methoxymethoxy)- 172 C10H2002 088738-34-5 35
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 32
Abundance Scan 409 (4.493 min): BF131395.D\data.ms (-404) (-) m/z 59.00 100.00%
59.0
45.0
5000
101.1
SSURPAN | Vi NED.Y
‘ 83.0 4.20 4.40 4.60 4.80
Obrrrerrprerrpermis b b e by | m/z 57.10 80.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15681: Di-sec-Butyl ether
45.0
5000 290 UL L L I LA LA BN
5.0 101.0 4.20 4.40 4.60 4.80
' m/z 45.00 76.42%
o ‘m i u‘ 830 | 11501300
H‘H\\‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0
R RARmaE T S
4.20 4.40 4.60 4.80
5000 m/z 41.05 47.98%
41.0
2710 101.0
o Tl 730870 115.0 130.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9520: 2-Pentanol, 4,4-dimethyl-
57.0 4.20 4.40 4.60 4.80
m/z 42.95 38.16%
5000
41.
101.0
Oty 1150
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 unknown4.575 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.575 5.38 ng 145907 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 43
2 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 43
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 38
4 Allyl 2-methylbutyrate 142 C8H1402 1000433-24-1 25
5 Pentanoic acid, 3-methyl-2-oxo-,... 144 C7H1203 003682-42-6 25

Abundance Scan 423 (4.575 min): BF131395.D\data.ms (-419) (-) m/z 57.00 100.00%

57.0
5000
41.0
A
101.1 4.20 4.40 4.60 4.80
il 711830 ] 1151 ;
O i e e e e e e e e m/z 40.95 36.26%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4869: Propanoic acid, 2,2-dimethyl-
57.0
41.0
5000 \‘uu‘uu,uu‘\*ﬁ{\{\"\ﬁ/
4.20 4.40 4.60 4.80
m/z 45.00  33.39%
270
O ‘\ 1l ‘ il 710 870 1020
\\‘\H\‘\H\‘HH‘\H\‘HH‘\H\‘\\H‘HH‘HH‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #95827: di-tert-Butyl dicarbonate
57.0
R REE AR
4.20 4.40 4.60 4.80
5000 m/z 101.10 11.43%
41.0
270 I
Ol prrr it el e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15775: Butane, 1-(1-methylpropoxy)- R Rmm A
57.0 4.20 4.40 4.60 4.80
m/z 39.10 9.67%
5000
41.Q
2710 101.0
7.
o © | moero  usoino
T e e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.169 5.12 ng 138924  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 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 50
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 4-Pentene-2-o0l, 2-methyl 100 C6H120 000624-97-5 23
Abundance Scan 524 (5.169 min): BF131395.D\data.ms (-520) (-) m/z 43.00 100.00%

43.0
59.0
5000

1010 T T T Tyt
4.80 5.00 5.20 5.40
83.0

om_wam“m_ul!iwwH_m_m_ww‘ m/z 59.00 54.19%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0

4.80 5.00 5.20 5.40

101.0 m/z 101.00 17.83%
NTENA i 8?7'0
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
A ey
57.0 4.80 5.00 5.20 5.40
5000 ITI/Z 58.00 16.76%
29.0 101.0
Oty bl 730,880
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- ““AW‘é“%\“‘@“W‘
59.0 4.80 5.00 5.20 5.40
m/z 41.00 7.20%
5000 41.0
29.
87.0
o150 || 7o
H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w A e
m/z--> 10 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 : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 6 unknown6.722 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.722 2.04 ng 55436 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfide, allyl methyl 88 C4H8S 010152-76-8 43
2 Methyl propionate 88 C4H802 000554-12-1 38
3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 38
4 Acetic acid, diethyl- 116 C6H1202 000088-09-5 37
5 Propane, 1-ethoxy- 88 C5H120 000628-32-0 35
Abundance Scan 788 (6.722 min): BF131395.D\data.ms (-779) (-) m/z 88.00 100.00%
88.0
43.0
5000
R
6.40 6.60 6.80 7.00
ot—+ 1 m/z 73.00 82.68%
m/z--> 50 100 150 200 250 300 350
Abundance #2336: Sulfide, allyl methyl
88.0
5000
41.0 6.40 6.60 6.80 7.00
m/z 43.05 76.63%
O\\‘\M‘M\‘\““\‘“‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #2280: Methyl propionate
29.0
R S RRanana
6.40 6.60 6.80 7.00
5000 88.0 m/z 59.00  58.28%
0 :
m/z--> 50 100 150 200 250 300 350
Abundance #292480: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
43.0 88.0 6.40 6.60 6.80 7.00
m/z 41.05 54.45%
5000
0 M L “ 135.0173.0 214.0  272.0 313.0 355.!
B e e e e R RaEER
m/z--> 50 100 150 200 250 300 350 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 unknown7.098 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.098 4.31 ng 116921 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Cyclopenten-1-one, 2,3-dimethyl- 110 C7H100 001121-05-7 30
2 Bicyclo[3.1.1]heptan-2-one 110 C7H100 017159-87-4 16
3 Cyclooctene 110 C8H14 000931-88-4 16
4 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 16
5 11-(2-Cyclopentenyl)undecanoic a... 280 C18H3202 003552-12-3 14
Abundance Scan 852 (7.098 min): BF131395.D\data.ms (-843) (-) m/z 57.00 100.00%
57.0
5000 41.0
88.0 110.0
730 [ AL S SS S CAN
‘ | ‘ ‘ 129.0 6.80 7.00 7.20 7.40
0 wH_‘H_H‘M‘Mw1‘_Hw““J“H‘w,uHJ‘M_HJ,W m/z 67.00  60.43%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6629: 2-Cyclopenten-1-one, 2,3-dimethyl-
67.0
110.0
5000
6.80 7.00 7.20 7.40
39.0 o
95.0 m/z 41.00 51.68%
‘ ‘ 53.0 81.0 ‘
O \‘\2\6\\‘\\\}i}\\\}HH‘\\‘\\‘\!‘\\\‘\“M\\\‘\\\\’\\\\“‘\\\\‘\\\\’\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6595: Bicyclo[3.1.1]heptan-2-one
67.0
540 \\\‘\\\\‘\\\\‘\\\\‘\\\\
39.0 110.0 6.80 7.00 7.20 7.40
5000 m/z 110.00 34.65%
82.0
il . 1 i
X I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 A
Abundance #6669: Cyclooctene “M‘H‘M_‘ﬁW“A‘JW‘
540 67.0 6.80 7.00 7.20 7.40
m/z 38.95 33.13%
41.0
5000 82.0
110.0
27.0 ‘ 95.0
0‘_‘hh‘H}MHHMM‘HW“HHMM‘W‘LW‘HW‘H‘MH‘VH‘ N e A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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 : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 1Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.134 13.73 ng 372525 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1le 000496-11-7 91
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 74
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
5 Deltacyclene 118 C9H1e 007785-10-6 53

Abundance Scan 858 (7.134 min): BF131395.D\data.ms (-855) (-) m/z 117.05 100.00%

117.1
5000
 REmEmE
39.0 63.0 91‘ 0 6.80 7.00 7.20 7.40
Obrerrrerprrrepreeberee e i e el m/z 118.05  52.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10179: Indane
117.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\/\\\‘

6.80 7.00 7.20 7.40

390 sgq 91.0 m/z 115.05 31.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10185: (Z)-1-Phenylpropene
117.0
6.80 7.00 7.20 7.40
5000 ITI z 91.00 16.07%
91.0
51.0 650 78
.0 O 2.3
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10197: Benzene, cyclopropyl-
117.0 6.80 7.00 7.20 7.40

m/z 62.95 9.08%

5000 910
510 @50
0 ”‘w‘”v%??H”h”‘»L”\”H‘w“ﬁwH”M“‘aQﬁﬂ‘”‘w‘”

m/z--> 10 20 30 40 50 60 70 80 90 100110120 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 : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 9 Butyric acid, 2,2,3,3-tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.169 5.96 ng 161778 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 53
2 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 38
3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 37
4 t-C4H9CH2C(0)OCH2CH3 144 C8H1602 005340-78-3 33
5 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 28
Abundance Scan 864 (7.169 min): BF131395.D\data.ms (-861) (-) m/z 57.00 100.00%
57.0
5000
)gll \‘\\\\‘\\\\‘\\\\‘\\\\’\
WH“ 6.80 7.00 7.20 7.40
ob b~ m/z 88.00 63.57%
m/z--> 50 100 150 200 250 300 350
Abundance #24203: Butyric acid, 2,2,3,3-tetramethyl-
88.0
' 6.80 7.00 7.20 7.40
m/z 41.00 58.34%
L[ 320
O\\\i““\‘\‘\‘\“\\‘\\‘\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #2215: Hydrazine, 1,2-diethyl-
31.0 88.0
A ARRRmEEEEEE
6.80 7.00 7.20 7.40
5000 m/z 87.00 26.64%
A 5 I I
m/z--> 50 100 150 200 250 300 350
Abundance #292480: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester A e e A RARRN S
43.0 88.0 6.80 7.00 7.20 7.40
m/z 43.00 26.59%
5000
0 M UL “ 135.0173.0 214.0  272.0 313.0 355.
T A B e e R AARRERaRa
m/z--> 50 100 150 200 250 300 350 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 : BF131395.D

Acq On : 25 Nov 2022 14:33

Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 10 Benzene, 1,4-diethyl- Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
7.198 2.33 ng 63361 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 93
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 93
5 o-Cymene 134 CleH14 000527-84-4 93
Abundance Scan 869 (7.198 min): BF131395.D\data.ms (-867) (-) m/z 105.10 100.00%
106.1
5000 134.0
77.0
51.0 ‘ 6.80 7.00 7.20 7.40 7.60
o I T u;“i utly “‘Hu A b wjz 119,10 99.83%
m/z--> 20 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 134.0
91.0 6.80 7.00 7.20 7.40 7.60
m/z 134.00 39.28%
41.0 65.0
0 \\\‘\.\‘O\ \“‘\ T “\‘\ T \M‘ T ““\ \‘1“‘ LA
m/z--> 20 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
6.80 7.00 7.20 7.40 7.60
5000 134.0 m/z 90.95 32.89%
91.0
39.0 65.0
obtso 0 P L Wl L
m/z--> 20 40 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 77.00 22.16%
5000
91.0 134.0
39.0 65.0 ‘
o120 el ;‘H‘ el Hl‘u A
m/z--> 20 40 80 100 120 140 6.80 7.00 7.20 7.40 7.60

8270-BF112122.M Thu Dec 01 13:03:25 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 Ethanone, 1-(2-methyl-1-cyc... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.275 2.94 ng 79834  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanone, 1-(2-methyl-1-cyclopen... 124 C8H120 003168-90-9 83
2 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 59
3 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 56
4 2,3,5-Trimethylcyclopent-2-enone 124 C8H120 1000427-08-7 46
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 42

Abundance Scan 882 (7.275 min): BF131395.D\data.ms (-878) (-) m/z 105.00 100.00%

105.
81.0
5000 41.0 124.0
7 H ‘ ‘ 7.00 7.20 7.40 7.60
0 wwmem‘}u“h “‘!“‘H‘H“““‘““‘H“HHMMM‘H‘H‘HW m/z 119.00  97.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance  #12094: Ethanone, 1-(2-methyl-1-cyclopenten-1-yl)-
109.0
43.0 81.0
5000
124.0 7.00 7.20 7.40 7.60
m/z 109.10  88.22%
‘ 65.0
O \\‘HH‘HH‘\\H‘\H\m\‘H’HH‘\H‘\‘HH‘HH‘H\\"HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17029: Benzene, 1,4-diethyl-
105.0
7.00 7.20 7.40 7.60
5000 134.0 m/z 81.05 59.38%
77.0
27.0 ‘
0 ‘w"w"_‘H“‘m‘}‘:u",M"‘uH‘wu:uH"H!‘,‘““‘}W_JW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl- R A LA
105.0 7.00 7.20 7.40 7.60
m/z 124.00  48.49%
5000 134.0
77.0
I L. TR T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 Benzene, (1-methylpropyl)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.345 2.16 ng 58568 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 87
2 Benzene, 1-methyl-4-propyl- 134 CleHi4 001074-55-1 87
3 Benzene, 1-methyl-3-propyl- 134 CleHi4 001074-43-7 86
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 86
5 Benzene, 1-methyl-2-propyl- 134 CleH14 001074-17-5 81
Abundance Scan 894 (7.345 min): BF131395.D\data.ms (-891) (-) m/z 105.10 100.00%
105.1
5000
134.1
510 77”0 | ‘ 7.00 7.20 7.40 7.60

oH_m_W‘J“m‘Mmu‘m"HJ“W“‘;W‘M_mwww m/z 134.05  20.34%

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

Abundance #17046: Benzene, (1-methylpropyl)-

105.0
5000
7.00 7.20 7.40 7.60
134.0 m/z 106.10 16.86%
77.0
27.0 51.0 ‘
O\\‘HH‘H\‘\“H\\“‘H\\i‘\\\\‘\‘\‘\\‘\Hm‘\H\‘\H\‘\Hl\‘HH“HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 77.00 14.67%
134.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0 7.00 7.20 7.40 7.60
m/z 79.00 13.71%
5000
134.0
77.0
oh 280 820l At
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60

8270-BF112122.M Thu Dec 01 13:03:27 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 13 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
7.751 2.01 ng 76898  Naphthalene-d8 8.245
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1oH14 000527-53-7 97
3 Benzene, 1,2,3,4-tetramethyl- 134 CleHi4 000488-23-3 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 CleHi4 002870-04-4 94
5 o-Cymene 134 CleH14 000527-84-4 94
Abundance Scan 963 (7.751 min): BF131395.D\data.ms (-960) (-) m/z 119.05 100.00%
119.1
5000
134.1
91.0
390 650 7.40 7.60 7.80 8.00
Obrprrerprrre et e e e b b m/z 134,05 36.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 M/\\‘/\'\\\H‘/\\\H’HH‘HH‘\
7.40 7.60 7.80 8.00
91.0 m/z 91.00 16.58%
65.0
O \\‘]_\\5\\()‘\\\‘\‘\\\\“‘\\\\“\‘\H’\‘\‘H‘\H‘\‘HH“HH‘\‘\‘\\’\\U\l\H\‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0 M}\A
HH S
7.40 7.60 7.80 8.00
5000 134.0 m/z 133.00  9.29%
39.0 65.0 91.0
0‘wH‘wum_‘mﬂquuWHM‘HﬁmH‘»HWH‘WJMLH‘JNW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 77.00 8.45%
5000 134.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.40 7.60 7.80 8.00

8270-BF112122.M Thu Dec 01 13:03:28 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acq On : 25 Nov 2022 14:33

Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 14 Cyclopentane, 1,1-dimethyl- Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
7.804 3.52 ng 134649 Naphthalene-d8 8.245
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 60
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 25
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 25
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 25
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 22

Abundance Scan 972 (7.804 min): BF131395.D\data.ms (-967) (-) m/z 56.05 100.00%

#3818: Cyclopentane, 1,3-dimethyl-, cis-
70.0

56.0
83.0
5000
39 131.0
EREAEEREEES SIS L
114.1 7.40 7.60 7.80 8.00 8.20
ol el sl b L b e L Tmsz 54,95 99.63%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #3803: Cyclopentane, 1,1-dimethyl-
56.0
83.0
5000 | LR AL B R
3900 7.40 7.60 7.80 8.00 8.20
m/z 58.95 73.02%
15.0 ‘
. 100.0
O\’\\\‘\‘\‘l\\\\‘\““\qﬂ\\‘\\\1’\\\\‘\\\\‘\\\\
miz--> 0O 20 40 60 80 100 120 140
Abundance

m/z-->

5000
150 970
0 ‘,“‘u“‘ e e

80 100 120 140

Abundance #3805: CyCI

opentane, 1,3-dimethyl-
70.0

7.40 7.60 7.80 8.00 8.20

m/z 43.00 72.44%

N

7.40 7.60 7.80 8.00 8.20

m/z 70.05 65.89%

F:::::::::::,_‘

m/z-->

5000
150 970
0 ‘,“““‘ ‘Muwu“‘,“““““““

80 100 120 140

7.40 7.60 7.80 8.00 8.20

8270-BF112122.M Thu Dec 01

13:03:30 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 15 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.975 4.36 ng 167086  Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 93
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 93
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
4 Indan, 1-methyl- 132 C1leH12 000767-58-8 90
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
Abundance Scan 1001 (7.975 min): BF131395.D\data.ms (-997) (-) m/z 117.10 100.00%
117.1
5000
91.0
51.0 24 4.1 7.60 7.80 8.00 8.20
| AN R PR ML L N 800 myz 132,05 32.54%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 L L L BN B B
7.60 7.80 8.00 8.20
m/z 115.00 30.28%
390 450 910
Ot T \“\ T \““\ \“U\ “‘U\ \”\“‘ T \“\ T ’m\‘\ T \.‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0
7.60 7.80 8.00 8.20
5000 m/z 90.95 17.80%
91.0
39.0 ‘ 4
65.0
0 “w‘h“h‘ﬂh‘ﬁh‘;m‘d\‘ﬂﬂ““%u+?““_‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- R e A RARE
117.0 7.60 7.80 8.00 8.20
m/z 131.00 17.11%
5000
91.0
27.0 >0
sl O L SO NI Y N
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 16 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.057 2.70 ng 103403  Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 86
2 Naphthalene, 1-methyl- 142 Cl1H1e 000090-12-0 86
3 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 55
4 Benzocycloheptatriene 142 Cl1lH1ie 000264-09-5 55
5 Naphthalene, 2-methyl- 142 Cl1H1ie 000091-57-6 52
Abundance Scan 1185 (9.057 min): BF131395.D\data.ms (-1181) (-) m/z 142.00 100.00%
142.0
115.0
5000
1.
S0 770 SR | RN
& ‘ ‘ 162.1 8.80 9.00 9.20 9.40
0! u‘wwwww‘hjﬁh‘wf“ m/z 131.00 86.78%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24957: 1H-Inden-1-one, 2,3-dihydro-3-methyl-
131.0
5000 L B I L LA BN U
51.0  77.0 1030 8.80 9.00 9.20 9.40
m/z 141.00 86.25%
27.0 ‘ ‘
O\\\“\‘\“V\\Mm \‘1‘\““ ‘\”\m{\“ “\‘\h!\’ L
miz--> 20 40 60 80 100 120 140 160
Abundance #22144: Naphthalene, 1-methyl-
142.0
R e P
8.80 9.00 9.20 9.40
5000 m/z 146.05 61.49%
115.0
71.0
39.0 L 89.0 ‘ w
Ot el
m/z--> 20 40 60 80 100 120 140 160
Abundance  #22155: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene
141.0 8.80 9.00 9.20 9.40
115.0 m/z 115.00 57.28%
5000
390 630  ggo
Ol H“ - w““;“““”:“ i et ‘M Ve L RS S
m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 17 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.028 7.52 ng 264636  Phenanthrene-di0 11.504
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 76
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 1690 (12.028 min): BF131395.D\data.ms (-1686) (- m/z 43.05 100.00%

43.0 73.0
5000
129.0

‘ Hl(ﬂ 157.118s. 121‘3'2 256.1 12.00 |
0M‘HHH;‘HH‘\\‘W ”“H“m“l \H\‘H‘\H‘\“\\‘H‘\‘\\\“\\H‘\‘H\‘\H\“\ m/z 73.00 92.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid vﬂAxwquvv
60.0
5000 129.0 T I

12.00
m/z 60.00 89.59%

’ 157.0185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0

=T I
43.0 12.00
5000 129.0 m/z 55.00 82.06%
171.0
‘ 214.0
AT S O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — ‘
43.0 73.0 12.00
m/z 41.05 78.78%
5000 129.0
199.0
B0y W
0%§Rk“JWNWwmewWMMMWHJMJHJHWH‘WHH_‘H_ —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 18 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.822 18.04 ng 635026  Phenanthrene-di0 11.504
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 68
Abundance Scan1825(12822num BF131395.D\data.ms (-1819) (- m/z 43.05 100.00%
5000
129.1 J’\&
185.1 . [ T
‘ 24‘1 2 284.3 12.50 13.00
0 M‘H bprb by L m/z 73.00 78.85%
miz-> 150 200 250 300 350
Abundance #179089 Octadecanoic acid
5000 o= =
129.0 12.50 13.00
m/z 59.95 78.23%
29.0 185.0 49 o 284.0
O\‘\‘ ‘“m‘m \"‘\\\‘\’\\‘\ \“\\\‘\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
= =
12.50 13.00
m/z 57.00 76.31%
5000 284.0 /
3.0 1290
] 1850 2410
ol \’M‘ H‘H M\ uf \’\‘ ‘\ “‘ \’ ‘\‘\‘ “ prt “‘ T ‘3‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid 3 —
60.0 12.50 13.00
m/z 55.00 74.61%
5000 129.0
H 171.0 213.0 256.0
o W T T
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 19 1-Tetracosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.022 6.40 ng 131910  Chrysene-d12 14.163
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 95
2 1-Tricosene 322 C23H46 018835-32-0 95
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87

Abundance Scan 2029 (14.021 min): BF131395.D\data.ms (-2023) (- m/z 43.05 100.00%
43.0 97.0
5000
I
H 1(39-0 1911 248.1 14.00
QIR 80 T O B—— m/z 57.05  99.78%
m/z--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene
43.0 83.0
5000 — ‘
14.00
25.0 m/z 55.00 94.29%
O+ “\ ‘\ ‘M\ “‘ ‘\ \‘H“ ‘M‘ ‘“‘ ‘%\6§9\2‘1\0\0\ L e B \33\6\?\ T
m/z--> 50 100 150 200 250 300 350
Abundance #227234: 1-Tricosene
43.0 83.0
I
14.00
5000 ITI/Z 97.05 86.02%
25.0
LT s
ol B LB Pl T
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene 7
57.0 97.0 14.00
m/z 83.05 79.99%
5000
39.0
ol LI T se0 2300 2020 sea ol
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131395.D

Acq On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc

ALS Vial : 11 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 20 Triphenylphosphine oxide Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.263 3.66 ng 75378  Chrysene-d12 14.163
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 83
2 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 43
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 42
5 5-Methyl-8-phenylfuro[3',2':5,6]... 277 C16H11N302 1000460-07-9 38
Abundance Scan 2070 (14.263 min): BF131395.D\data.ms (-2066) (- m/z 277.10 100.00%
277.1
5000
201.0 — —
4o 77"0 150 519 | | 14.00 14.50
ob G Ll bl b 2418 L m/z 278.05  29.93%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 — bt
152.0 14.00 14.50
m/z 201.00 21.09%
18.0 95.0
oLt \‘ "M‘m‘m\‘ ‘\“‘\“\‘uuh‘\w i‘H“ j r\“ [H : ‘23‘3-‘0‘ .
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h
277.0
14.00 14.50
5000 m/z 183.00 18.73%
77.0 183.0
e
) U NS St N VNS S
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
m/z 199.05 15.46%
5000
o 183.0
0 39# L | ‘:‘L%ﬁo \‘H‘ I ‘\‘ H\ 228.0
e a wE amamam o
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 : BF131395.D

Acqg On : 25 Nov 2022 14:33
Operator : CG\JU

Sample : N5741-15

Misc :

ALS vial : 11 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... 2.258 72.0 ng 1954830 1 6.957 542734 20.0
2-Butanol, 2,3-... 3.352 4.0 ng 108121 1  6.957 542734 20.0
Di-sec-Butyl ether 4.493 4.7 ng 128519 1 6.957 542734 20.0
unknown4.575 4.575 5.4 ng 145907 1 6.957 542734 20.0
2-Pentanone, 4-... 5.169 5.1 ng 138924 1  6.957 542734 20.0
unknown6.722 6.722 2.0 ng 55436 1 6.957 542734 20.0
unknown?7.098 7.098 4.3 ng 116921 1  6.957 542734 20.0
Indane 7.134 13.7 ng 372525 1 6.957 542734 20.0
Butyric acid, 2... 7.169 6.0 ng 161778 1  6.957 542734 20.0
Benzene, 1,4-di... 7.198 2.3 ng 63361 1 6.957 542734 20.0
Ethanone, 1-(2-... 7.275 2.9 ng 79834 1 6.957 542734 20.0
Benzene, (1-met... 7.345 2.2 ng 58568 1 6.957 542734 20.0
Benzene, 1,2,4,... 7.751 2.0 ng 76898 2 8.245 765862 20.0
Cyclopentane, 1... 7.804 3.5 ng 134649 2 8.245 765862 20.0
1H-Indene, 2,3-... 7.975 4.4 ng 167086 2  8.245 765862 20.0
1H-Inden-1-one,... 9.057 2.7 ng 103403 2 8.245 765862 20.0
n-Hexadecanoic ... 12.028 7.5 ng 264636 4 11.504 703992 20.0
Octadecanoic acid 12.822 18.0 ng 635026 4 11.504 703992 20.0
1-Tetracosene 14.022 6.4 ng 131910 5 14.163 411942 20.0
Triphenylphosph... 14.263 3.7 ng 75378 5 14.163 411942 20.0
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