LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131407.D

Acqg On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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: BF131407.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.269 22 31 36 rBV 2087993 2743030 82.43% 9.683%
2 3.363 211 217 223 rBV 43183 72261 2.17% 0.255%
3 4.069 332 337 342 rVB 223019 271740 8.17% 0.959%
4 4.493 405 409 413 rBV2 35679 47051 1.41% 0.166%
5 4.581 417 424 428 rVB 37602 43265 1.30% ©.153%
6 5.175 521 525 531 rBV 240388 264557 7.95%  ©.934%
7 5.446 567 571 574 rBV 1462728 1300410 39.08% 4.590%
8 5.563 584 591 595 rBV2 2214567 2707742 81.37% 9.558%
9 5.640 595 604 610 rVB 24953 40978 1.23% 0.145%
106 5.804 628 632 635 rBV 426595 342316 10.29%  1.208%
11 6.122 681 686 689 rBvV 73918 64144  1.93% 0.226%
12 6.416 732 736 739 rVB 122857 107663 3.24% 0.380%
13 6.475 743 746 749 rW 151609 126720 3.81% 0.447%
14 6.510 749 752 756 rVW 205216 160698 4.83% 0.567%
15 6.563 756 761 768 rVV2 981740 1031357 30.99% 3.641%
16 6.640 771 774 777 rW 194635 159651 4.80% 0.564%
17 6.716 781 787 794 rW4 23370 41599 1.25% ©0.147%
18 6.775 794 797 801 rVB 916525 740635 22.26% 2.614%
19 6.957 824 828 831 rBV 693921 625897 18.81% 2.209%
20 7.010 834 837 840 rVW 398136 303407 9.12% 1.071%
21 7.093 848 851 854 rVB2 42853 44273  1.33% 0.156%
22 7.134 855 858 862 rvB 384633 315580 9.48% 1.114%
23 7.216 865 872 878 rVB3 42017 70081 2.11% 0.247%
24 7.269 878 881 889 rBV2 41197 50750 1.53% 0.179%
25 7.345 890 894 899 rBV 84509 79177 2.38% 0.279%
26 7.440 908 910 912 rBV 36203 37818 1.14% ©.133%
27 7.487 912 918 919 rVW 208985 280767 8.44% 0.991%
28 7.522 919 924 927 rVV 2028352 2397843 72.06% 8.464%
29 7.551 927 929 931 rVB 212595 158020 4.75% 0.558%
30 7.745 960 962 965 rBV 39173 35161 1.06% ©.124%
31 7.910 987 990 996 rVB 51478 51164 1.54% 0.181%
32 7.975 996 1001 1006 rBV 115266 117439 3.53% 0.415%
33 8.245 1042 1047 1049 rBV 920792 869336 26.13% 3.069%
34 8.263 1049 1050 1053 rVB 384217 251628 7.56% ©0.888%
35 8.522 1091 1094 1100 rVB3 34115 41491 1.25% 0.146%
36 8.834 1143 1147 1150 rBvV2 47466 47057 1.41% 0.166%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131407.D

Acqg On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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 8.957 1165 1168 1170 rBV 67855 54368 1.63% ©.192%
38 9.057 1178 1185 1189 rBV3 198060 242901 7.30% ©.857%
39 9.098 1189 1192 1196 rvVvB4 32543 41943 1.26% 0.148%
40 9.245 1215 1217 1222 rVB 39730 38482 1.16% 0.136%
41  9.328 1225 1231 1234 rBV 3643676 3327571 100.00% 11.746%
42 9.434 1245 1249 1253 rVB3 30003 41086 1.23% 0.145%
43  9.486 1255 1258 1262 rBV 53856 59425 1.79% 0.210%
44  9.586 1273 1275 1281 rVB3 48461 59438 1.79% ©0.210%
45 9.898 1324 1328 1332 rBV3 67103 80819 2.43% 0.285%
46 10.010 1341 1347 1350 rBV 1099906 938418 28.20%  3.313%
47 10.386 1409 1411 1416 rVB 46275 38722 1.16% ©.137%
48 10.728 1465 1469 1472 rBV 332113 253450 7.62% ©.895%
49 10.804 1477 1482 1485 rBV 2278835 2110410 63.42% 7 .450%
50 11.504 1597 1601 1605 rBV 1091264 893472 26.85% 3.154%
51 12.022 1687 1689 1694 rBV 55728 58537 1.76% ©.207%
52 13.104 1868 1873 1876 rBV 2754955 2445036 73.48% 8.631%
53 13.998 2022 2025 2034 rBV2 94142 137426 4.13% 0.485%
54 14.163 2049 2053 2057 rVB 719527 614575 18.47% 2.169%
55 14.263 2065 2070 2075 rVB 79316 87791 2.64% ©0.310%
56 15.698 2308 2314 2318 rBV 424101 552079 16.59% 1.949%
57 15.733 2318 2320 2325 rVB2 34398 39544 1.19% ©0.140%
58 16.210 2396 2401 2405 rVB 28920 42708 1.28% 0.151%
59 16.757 2488 2494 2501 rBV2 27015 49268 1.48% 0.174%
60 17.409 2599 2605 2610 rBv4 17563 37214 1.12% 0.131%
61 18.180 2729 2736 2743 rBV3 16235 41851 1.26% 0.148%
Sum of corrected areas: 28329240
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131407.D

Acq On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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: BF131407.D\data.ms
3500000

3000000

2500000

2.269 5963 7522

2000000
1500000 5.446
1000000

500000 5.804
4.069 5.175

3.363 4.40381 %40
O‘Y_FT\\H’HH‘\H\‘\\H‘HH‘H\/\\‘\H\‘\\H’HH‘\H\‘\\H‘\ﬁ\‘HH‘HH‘HH‘HH‘\ Ty

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: BF131407.D\data.ms
3500000 9.328

3000000
13.104

2500000 10.804

2000000

1500000
10.010 11.504

1000000 8.245
500000 8,263 10.728
57
£35 ooma i
st | oo s ptEdomppadess 20 . Lo 2922

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF131407.D\data.ms
3500000

o

3000000
2500000
2000000
1500000
1000000

14.163
500000 15.698

. 13.99814.263 1573 16.210 16.757 17.409 18.180
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 ‘ T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131407.D

Acq On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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.
2.269 87.65 ng 2743030 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 31 (2.269 min): BF131407.D\data.ms (-22) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
T
‘ 91 ‘ 220 240 2.60
Obrererrrreh ot bl e e m/z 43.10 45.27%
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 O L L B
43.0 220 240 2.60
' 87.0 m/z 55.00 31.70%
29.0
Iy I ‘\‘ ‘ LQO ‘ |
O \‘HH‘\\H‘\H\‘\f\‘f“\\\\‘\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 M
220 240 2.60
5000 41.0 55.0 m/z 87.10 27.04%
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- B e
73.0 220 240 2.60
m/z 41.10 14.80%
5000 43.0
58.0
29.0 ‘ 87.0
o 1 A N — S W —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131407.D

Acq On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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 17
R.T. EstConc Area Relative to ISTD R.T.
3.363 2.31 ng 72261  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 72
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 56
4 Pentane, 2-methoxy- 102 C6H140 006795-88-6 40
5 3-Heptanol 116 C7H160 000589-82-2 40
Abundance Scan 217 (3.363 min): BF131407.D\data.ms (-211) (-) m/z 59.00 100.00%
59.0
5000
41.0 87.1 T
‘ ‘ | 740 0 ‘ 3.00 3.20 3.40 3.60
Ol ettt M/Z 41,08 24.66%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5041: 2-Butanol, 2,3-dimethyl-
59.0
5000
3.00 3.20 3.40 3.60
41.0 87.0 m/z 87.10 23.05%
ol 180 21. ‘H 7bo ‘ 101.0
\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5025: 2-Pentanol, 2-methyl-
59.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\A
3.00 3.20 3.40 3.60
5000 m/z 42.95 22.42%
45.0 87.0
310
150 || \H L
Ol e st e ey
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5058: Propane, 2-ethoxy-2-methyl-
59.0 3.00 3.20 3.40 3.60
m/z 69.00 20.82%
5000
87.0
20.0 41.0
15.0 ‘ ‘
oMW‘HW“‘,‘HH‘,“‘H,ml‘,u‘7,2‘9‘,””,””_”“ I TR
m/z--> 10 20 30 40 50 60 70 80 90 100 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 : BF131407.D

Acq On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.175 8.45 ng 264557  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 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 525 (5.175 min): BF131407.D\data.ms (-521) (-) m/z 43.00 100.00%
3.0
59.1
5000
101.0 L
4.80 5.00 5.20 5.40
1 | 83.0 9
-t m/z 59.10 56.59%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
A
5000 L LA BRI LA LI NN B
59.0 4.80 5.00 5.20 5.40
m/z 101.00 18.59%
0 27\\\ i il 830 tol.0
\\\‘\\\\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R mmEa s B
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 15.94%
H ‘ 87.0
om‘zﬁ‘iHHH“U‘;‘“uW‘Hu_mw”,”
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R ANEE e
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.85%
0 \H \‘ \‘ if ‘ 12\6'0 142.0 A Ay

m/z--> 20 40 60 80 100 120 140 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 : BF131407.D

Acq On : 25 Nov 2022 21:22

Operator : CG\JU

Sample : N5747-02

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 Benzene, propyl- Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
6.416 3.44 ng 107663 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 72
3 Benzeneacetaldehyde 120 C8H80 000122-78-1 49
4 1,3,5-Cycloheptatriene, 7-ethyl- 120 C9H12 017634-51-4 47

5 Phosphonous dichloride, (phenylm... 192 C7H7C12P 004545-85-1 47

Abundance Scan 736 (6.416 min): BF131407.D\data.ms (-732) (-) m/z 91.00 100.00%

91.0
5000 J\
120.1 _MW‘J‘\/\‘MM,H
390 050 6.00 6.20 6.40 6.60 6.80
Ol m/z 120.10  21.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10702: Benzene, propyl-
91.0
5000 ‘\\/\\\‘\\\\‘/\\M/\\‘A\\\\’\\
6.00 6.20 6.40 6.60 6.80
120.0 m/z 65.00 11.23%
39,0 650 |
O‘\‘\\\“‘\\“\\“\‘\\\“‘\\‘\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\

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

Abundance  #107660: N-Isobutyl(phenyl)methanesulfonamide
91.0
6.00 6.20 6.40 6.60 6.80
5000 ITI/Z 92.00 10.41%
120.0
65.0
410 7 | | 163.0 184.0
T T o B B
miz--> 20 40 60 80 100 120 140 160 180 }M J\
Abundance #10656: Benzeneacetaldehyde _‘?“H““‘A““W‘f
91.0 6.00 6.20 6.40 6.60 6.80
m/z 78.10 6.25%

5000

120.0
65.0

m/z-->

20 40 60

80

A O A Aw)\

100 120 140 160 180

6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131407.D

Acq On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.475 4.05 ng 126720  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 746 (6.475 min): BF131407.D\data.ms (-743) (-) m/z 105.10 100.00%
106.1
5000
39.0 g0 (70 910 6.20 6.40 6.60 6.80

0‘W‘H‘_‘HM‘HhuuﬂmuquW‘um_Humu‘_Mﬁwummu‘w m/z 120.10  30.34%

m/z--> 10 20 30 40 50 60 70 80 90 100 110120

Abundance #10722: Benzene, 1-ethyl-2-methyl-

105.0
5000 \\\‘\\\\’I\\MA‘A\\\\‘\\\\
120.0 6.20 6.40 6.60 6.80
m/z 77.00 12.63%
39.0 77.0 91.0
0 H‘H\\‘\2\6\‘.\0‘\\H“‘\\Hi‘{‘u\‘s‘%\"?\‘H\‘H‘HH“M\\‘\‘11\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 90.95 12.07%
120.0
77.0 91.0
0380 200 L 030 L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl- H“‘H‘,JMA‘A‘H“‘H
105.0 6.20 6.40 6.60 6.80
m/z 79.00 10.56%
5000
79.0 120.0
39.0 65.0 ‘ MA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131407.D

Acq On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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 10 Benzene, 1-ethyl-3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.510 5.13 ng 160698 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 752 (6.510 min): BF131407.D\data.ms (-749) (-) m/z 105.05 100.00%
105.1
5000
w1 )]
N AABEEELLEE R
390  63.0 77‘-0 91‘-0 6.20 6.40 6.60 6.80
Oberprereprrrrprrprer e e ey bbep b m/z 120,05 27.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.20 6.40 6.60 6.80
m/z 77.00 11.56%
39.0 3.0 77.0 91.0
0 \\’H\\’\zﬁw(?\\\\"‘HH"‘\‘HW\‘\“H|H\‘H“\H|‘MH|\M\|H‘\‘\‘|‘HH|
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 91.00 11.02%
120.
510 77.0 91.0 00
27.0 ~ 64.0
0 ",‘m,‘H‘\,m“,HH‘,‘\“‘“ﬁl‘h‘,ml‘,‘m‘,‘hH,M‘,mu,um,

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

Abundance #10707: Benzene, 1,2,3-trimethyl-

105.0 6.20 6.40 6.60 6.80

m/z 78.95 9.65%

5000 120.0

15.0 | ‘\ i N | A

m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.20 6.40 6.60 6.80

o
[o)]
w
o
~
~
o
[{e]
=
o
——
E——
=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131407.D

Acq On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.640 5.10 ng 159651 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 774 (6.640 min): BF131407.D\data.ms (-771) (-) m/z 105.05 100.00%
105.1
5000
120.1 MA |
A REmaaE R
390 s30 (70 910 6.40 6.60 6.80 7.00
0"M‘HW‘H,HHMH‘Mm‘WHMW‘HMMHNL‘HMML‘HMﬁH‘W m/z 120.10 31.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000
120.0 6.40 6.60 6.80 7.00
770 m/z 77.00 12.97%
39.0 U 91.0
O \\’:I\-\S\.\O’\H“\’\H‘\"‘\\H"“\‘\\‘1‘6‘?1“10\‘\\\‘1“\\H“HH‘\‘\}\‘\\‘\‘\“‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.40 6.60 6.80 7.00
5000 m/z 90.95 12.32%
790 120.0
39.0 650 | 990 |
Otrrprrer et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10695: Mesitylene
105.0 6.40 6.60 6.80 7.00
m/z 79.00 10.96%
120.0
5000
77.0
0 39.0 63.0 | 91.0 ‘ /J\
o SN2 S VNS PO NS R Y | o e b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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 : BF131407.D

Acq On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.775 23.67 ng 740635 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95

4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 797 (6.775 min): BF131407.D\data.ms (-794) (-) m/z 105.05 100.00%

105.1
5000 120.1 A
390 430 (10 910 6.40 6.60 6.80 7.00
om_mw‘,m‘MmH;‘m‘mwH“1“”H“‘;HW‘MHuu“mw m/z 120.10  41.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
: 6.40 6.60 6.80 7.00

m/z 77.00 12.87%

39.0 77.0 91.0
O \H‘J\-\S\.\()‘\H“\’H\i“‘\\\\““\\VG‘%\.‘\()\‘\HM“HH“HH‘\‘\}\‘H‘\‘\“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10695: Mesitylene
105.0
120.0 6.40 6.60 6.80 7.00
5000 ITI/Z 119.10 11.46%
39.0 77.0 91.0
0m‘HH"HM,HH“H‘q‘m‘ﬁ%‘wm‘l‘w"“mw‘l!wmh“‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10716: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 90.95 11.32%
120.0
5000
39.0 77.0
15.0 | 630 | 91.0
0\H‘\H\\‘\H“\’H\”‘HHHUH} 1“‘”_”“_”‘“mu“‘11“”“““””_
m/z--> 10 20 30 40 50 60 70 80 90 100110120 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 : BF131407.D

Acq On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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 13 Mesitylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.010 9.70 ng 303407 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 87
Abundance Scan 837 (7.010 min): BF131407.D\data.ms (-834) (-) m/z 105.05 100.00%
105.1
5000 1201 j\
Wl
REaaa e A RARRE
39.0 630 10 910 6.60 6.80 7.00 7.20 7.40
Obrererrprrrrerre it bl myz 120.05  39.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
6.60 6.80 7.00 7.20 7.40
770 m/z 77.00 12.79%
. "~ 91.0
O \\‘\\\\’\2\\7\.‘0\\\\"\\\\i“\‘\\}“\‘\‘H‘\H‘U‘HH“\H\‘\Ml\‘H‘\‘\“‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 6.60 6.80 7.00 7.20 7.40
5000 m/z 91.00 10.12%
39.0 77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 6.60 6.80 7.00 7.20 7.40
m/z 119.05 9.19%
5000 120.0
28.0 77.0 91.0
51.0 :
0 ‘“1‘4;"9,‘w‘wHH‘,uH‘HuuwNH_Hm‘H‘u‘“Hw“kuu“uwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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\BF112522\
Data File : BF131407.D

Acq On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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 14 1Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.134 10.08 ng 315580 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 90
2 Deltacyclene 118 C9H1e 007785-10-6 64
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 60
5 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 59
Abundance Scan 858 (7.134 min): BF131407.D\data.ms (-855) (-) m/z 117.10 100.00%
117.1
5000
91.0 \\/\‘\\\ﬂ\_‘/\\\\\‘\\\\‘\{\j\\\‘
39.0 63.0 6.80 7.00 7.20 7.40
| Lo 70| s0a0 |
ol e g Pl m/z 118.10  53.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10181: Indane
117.0
5000 \\J\‘\\\\‘\\\\‘\\\\‘\\\\‘
6.80 7.00 7.20 7.40
m/z 115.00 33.12%
300 630 91.0
OH‘HH’\H‘.\O’HH".HH“H\M}‘\-‘H‘\7\7{‘()\\H“‘\H\l‘qﬁ.\(}‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10184: Deltacyclene
117.0
6.80 7.00 7.20 7.40
5000 m/z 91.05 17.11%
390 91.0
65.0 780 ‘
oH_‘H,W,m;\;m?ﬁ;‘?umwmu‘mmq&-mw‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10198: Benzene, cyclopropyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.00 9.71%
5000 91.0
51.0 65.0 78.0 \ M
N N N MY SO M B .. | AL A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 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 : BF131407.D

Acq On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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 1Indene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.216 2.24 ng 70081  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 96
2 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
3 3-Methylphenylacetylene 116 C9H8 000766-82-5 91
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 91
5 Benzene, 1-ethynyl-4-methyl- 116 C9H8 000766-97-2 80
Abundance Scan 872 (7.216 min): BF131407.D\data.ms (-865) (-) m/z 115.00 100.00%
115.0
5000
63.0
380 | 89.0 6.80 7.00 7.20 7.40 7.60
Obrprerr ettt et e m/z 116,00 91.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9543: Indene
116.0
6.80 7.00 7.20 7.40 7.60
63.0 m/z 63.00 17.95%
39.0 : 89.0
0 H‘\H\‘\2\61"1(‘)\H{“HH“H\‘M 1‘\‘\\‘\71‘6\.\?\\i‘i“u\]\-‘()?.\(\)‘\‘} ‘\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9544: Benzene, 1-propynyl-
115.0 )\
LAyl
6.80 7.00 7.20 7.40 7.60
5000 m/z 89.00 15.11%
63.0 89.0
0u‘\m‘\uW\3\‘%"\0”\i‘m‘u1‘\‘”‘\71‘6\'9”m“uu‘\m‘m‘wm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9550: 3-Methylphenylacetylene
115.0 6.80 7.00 7.20 7.40 7.60
m/z 117.00 9.62%
5000
63.0 89.0
Obrr 200 00 o0 [ ae20 o Ll
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40 7.60

8270-BF112122.M Thu Dec 01 13:08:33 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131407.D

Acq On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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 1-Phenyl-1-butene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.975 2.70 ng 117439  Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 96
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
3 2,4-Dimethylstyrene 132 C10H12 002234-20-0 95
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 94
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 93
Abundance Scan 1001 (7.975 min): BF131407.D\data.ms (-996) (-) m/z 117.10 100.00%
11y.1
5000
132.1
91.0 A e
39.0 65.0 ‘ ‘ ‘ 7.60 7.80 8.00 8.20
0 HwWHW“pm‘;‘M:‘!“‘_;u‘mH_‘H‘w”_H‘Mm!uwu m/z 132.05  35.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
117.0
4l
5000 132.0 T T T P T T
910 7.60 7.80 8.00 8.20
L m/z 119.10  35.64%
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 ﬂ
132.0 7.60 7.80 8.00 8.20
5000 m/z 115.00 31.93%
51.0
70 ) |
0“_HWH‘WHH_‘HMhuwwwmwwHHHMHMM‘_HM‘NWﬁH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16113: 2,4-Dimethylstyrene
117.0 7.60 7.80 8.00 8.20
m/z 91.00 19.28%
132.0
5000
91.0
39.0
63.0
20 | ol -
0‘WHVWHH_HuhHﬂNmJL‘_MMHHM‘HNMWHﬂHHNMHWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 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 : BF131407.D

Acq On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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 Benzocycloheptatriene Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
o057 s.59ng 24291 Naphthaleme-d8 8.245
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzocycloheptatriene 42 cume 000264-09-5 89

2 1-Methylindan-2-one

146 C10H1e0

035587-60-1 86

3 Naphthalene, 1-methyl- 142 Cl11H1e 000090-12-0 86
4 Naphthalene, 2-methyl- 142 Cl1lH1ie 000091-57-6 84
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 Cl1lH1e 002443-46-1 55
Abundance Scan 1185 (9.057 min): BF131407.D\data.ms (-1178) (-) m/z 131.00 100.00%
131.0
146.1
115.0
5000
510 77.0
‘ ‘ H ‘98 H ‘ ‘ ‘ 8.80 9.00 9.20 9.40
0 m‘iu : ““““““““H‘ ] il llhlll el M “ i [ m/z 142.05  99.46%
m/z--> 20 40 60 80 100 120 140
Abundance #22141: Benzocycloheptatriene
141.0
115.0
5000 L B I L LA BN B
8.80 9.00 9.20 9.40
63.0 89.0 m/z 141.00 92.09%
0+ L B \‘M‘}‘\‘\Hr‘“ \H}“\ T "\ T \“1 [T \‘M\ T
m/z--> 20 40 60 80 100 120 140
Abundance #24910: 1-Methylindan-2-one
131.0
146.0 R A=
8.80 9.00 9.20 9.40
5000 m/z 146.05 72.07%
103.0
51.0 77.0
oh 280 1 i gl l ‘H, I
m/z--> 20 40 60 80 100 120 140
Abundance #22142: Naphthalene, 1-methyl-
142.0 8.80 9.00 9.20 9.40
m/z 115.00 62.41%
5000 115.0
390 930 890 I
04—t
m/z--> 20 80 100 120 140 8.80 9.00 9.20 9.40

8270-BF112122.M Thu Dec 01 13:08:36 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131407.D

Acq On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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 1-Heptacosanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.998 4.47 ng 137426  Chrysene-d12 14.163
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 n-Tetracosanol-1 354 (C24H500 000506-51-4 91
5 1-Tricosene 322 C23H46 018835-32-0 91
Abundance Scan 2025 (13.998 min): BF131407.D\data.ms (-2022) (- m/z 54.95 100.00%
55.0
07.0
5000
——
“ 39.1 207 1 14.00
ob—A bl bbb 2 m/z 57.00  99.53%
m/z--> 50 lOO 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0
111.0
5000 1
14.00
m/z 43.05 89.13%
O \‘\ \‘\ j ‘\ \H\ \“‘\ ]R I 9195 0236 0278 0320 O 378 0
\\\\‘\\\‘ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
—
14.00
s000] 49 m/z 83.05 80.85%
25.0
oL AL 1670200 200
m/z--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol =
57.0 14.00
m/z 69.10 64.01%
h mwwkwwmmeAWwwwmﬂwww
ol il h | M $0195.0236.0 202.0334.0 392
i e R ] ——
m/z--> 50 100 150 200 250 300 350 14.00

8270-BF112122.M Thu Dec 01 13:08:37 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131407.D

Acq On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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 Triphenylphosphine oxide Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.263 2.86 ng 87791  Chrysene-d12 14.163
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 53
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 38
4 5-Methyl-8-phenylfuro[3',2':5,6]... 277 C16H11N302 1000460-07-9 28
5 Thiophene-3-carbonitrile, 4-(4-m... 277 C13H11NO2S2 1000268-75-0 9
Abundance Scan 2070 (14.263 min): BF131407.D\data.ms (-2065) (-) | m/z 277.10 100.00%
277.1
5000 A\
77.0 199.0 e .
‘ 152.1 ‘ H 14.00 14.50
o BY 1 1150 L U] 2361 | 7 278.10  35.39%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 — —
152.0 14.00 14.50
m/z 199.00  18.12%
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 #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14.00 14.50
5000 m/z 201.00 17.90%
7.0 183.0
SEECT . LY “« U‘ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0 14.00 14.50
m/z 77.05 16.82%
5000
.0 183.0
131.0
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 : BF131407.D

Acqg On : 25 Nov 2022 21:22
Operator : CG\JU

Sample : N5747-02

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... 2.269 87.7 ng 2743030 1 6.957 625897 20.0
2-Butanol, 2,3-... 3.363 2.3 ng 72261 1 6.957 625897 20.0
2-Pentanone, 4-... 5.175 8.4 ng 264557 1 6.957 625897 20.0
Benzene, propyl- 6.416 3.4 ng 107663 1 6.957 625897 20.0
Benzene, 1-ethy... 6.475 4.0 ng 126720 1  6.957 625897 20.0
Benzene, 1l-ethy... 6.510 5.1 ng 160698 1 6.957 625897 20.0
Benzene, 1l-ethy... 6.640 5.1 ng 159651 1 6.957 625897 20.0
Benzene, 1,2,3-... 6.775 23.7 ng 740635 1 6.957 625897 20.0
Mesitylene 7.010 9.7 ng 303407 1 6.957 625897 20.0
Indane 7.134 10.1 ng 315580 1 6.957 625897 20.0
Indene 7.216 2.2 ng 70081 1 6.957 625897 20.0
1-Phenyl-1-butene 7.975 2.7 ng 117439 2 8.245 869336 20.0
Benzocyclohepta... 9.057 5.6 ng 242901 2 8.245 869336 20.0
1-Heptacosanol 13.998 4.5 ng 137426 5 14.163 614575 20.0
Triphenylphosph... 14.263 2.9 ng 87791 5 14.163 614575 20.0
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