LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138254.D

Acqg On : 19 Jun 2024 19:28
Operator : CG\JU

Sample : P2955-05

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-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138254.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.187 11 17 22 rVB 3081488 3795649 90.13% 8.892%
2 3.393 218 222 234 rBV 102833 235709 5.60% 0.552%
3 3.481 234 237 251 rVB4 22523 65762 1.56% 0.154%
4 3,975 311 321 332 rBV 54265 86621 2.06% 0.203%
5 5.069 502 507 509 rBV2 38366 56016 1.33% 0.131%
6 5.098 509 512 518 rVB 286424 341742 8.11% 0.801%
7 5.504 568 581 584 rBV 4369956 3946509 93.71%  9.246%
8 5.828 633 636 641 rVB 67269 59537 1.41% 0.139%
9 5.904 641 649 653 rBv4 50955 67852 1.61% 0.159%
106 6.134 683 688 691 rBV3 48125 73385 1.74% 0.172%
11  6.322 715 720 723 rBV2 40151 52660 1.25% 0.123%
12 6.416 733 736 742 rBV4 56120 90403 2.15% 0.212%
13 6.510 747 752 755 rVW 4110720 3738836 88.78% 8.759%
14 6.704 782 785 790 rBV 342203 313098 7.43% 0.734%
15 6.887 812 816 819 rVB 2033205 1808776 42.95% 4.237%
16 6.939 822 825 829 rBV4 66068 69984 1.66% 0.164%
17 7.281 878 883 886 rBv3 73971 84452 2.01% ©.198%
18 7.445 906 911 914 rBV 2894015 2464564 58.52% 5.774%
19 7.475 914 916 920 rVB 95808 82728 1.96% 0.194%
20 7.522 920 924 928 rvVB4 47228 67148 1.59% 0.157%
21 7.581 928 934 938 rBV5 37972 73159 1.74% 0.171%
22 7.692 950 953 957 rVB2 190324 168984 4.01% 0.396%
23  8.104 1020 1023 1027 rBv4 53913 65644  1.56% 0.154%
24  8.163 1030 1033 1036 rVV 2737607 2252743 53.49% 5.278%
25 8.186 1036 1037 1040 rVV 162437 97278 2.31% 0.228%
26 8.222 1040 1043 1046 rVB2 111081 97690 2.32% 0.229%
27 8.381 1065 1070 1073 rBV 77314 61896 1.47% 0.145%
28 8.475 1076 1086 1090 rBV 480878 512513 12.17% 1.201%
29 8.586 1101 1105 1107 rBV 135098 130859 3.11% 0.307%
30 8.751 1130 1133 1137 rBV 147423 116337 2.76% 0.273%
31 8.875 1152 1154 1157 rVB 118915 83636 1.99% 0.196%
32 8.975 1168 1171 1174 rBV 84810 67254 1.60% 0.158%
33 9.157 1199 1202 1204 rBv2 68734 55929 1.33% 0.131%
34 9.180 1204 1206 1212 rVB 77190 70074 1.66% 0.164%
35 9.239 1212 1216 1219 rBV 5352593 4211501 100.00% 9.866%

36 9.316 1226 1229 1232 rBV 369483 348216 8.27% 0.816%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138254.D

Acqg On : 19 Jun 2024 19:28
Operator : CG\JU

Sample : P2955-05

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-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.498 1257 1260 1265 rBV6 56075 86446 2.05% 0.203%
38 9.575 1270 1273 1275 rVB2 87046 71686 1.70% 0©.168%
39 9.598 1275 1277 1279 rVB2 61606 52210 1.24% 0.122%
40 9.628 1279 1282 1286 rBv2 211802 239886 5.70% 0.562%
41  9.692 1289 1293 1295 rBv4 64010 75734 1.80% 0.177%
42 9.733 1298 1300 1303 rVB3 80981 67598 1.61% 0.158%
43 9.786 1306 1309 1311 rBV3 176052 181030 4.30% 0.424%
44  9.810 1311 1313 1314 rBV 85830 58315 1.38% 0.137%
45  9.828 1314 1316 1318 rBV 168828 123856 2.94%  0.290%
46 9.916 1325 1331 1335 rBV 2236799 2115294 50.23% 4.956%
47  9.957 1335 1338 1342 rBV4 76462 121395 2.88% 0.284%
48 10.016 1343 1348 1353 rVV 1677330 2284628 54.25% 5.352%
49 10.233 1383 1385 1387 rBv2 65496 62764 1.49% 0.147%
50 10.257 1387 1389 1392 rVB3 141068 118563 2.82% 0.278%
51 10.327 1398 1401 1403 rBV2 166620 143702  3.41% 0.337%
52 10.380 1407 1410 1412 rBvV3 76437 98404 2.34% 0.231%
53 10.457 1421 1423 1426 rBvV3 87977 110197 2.62% 0.258%
54 10.704 1461 1465 1468 rBV 2272131 1900054 45.12%  4.451%
55 10.833 1483 1487 1490 rBV2 285164 315980 7.50% 0.740%
56 11.069 1524 1527 1530 rBV4 118401 137380 3.26% 0.322%
57 11.404 1581 1584 1587 rBV 2117343 1674630 39.76%  3.923%
58 11.427 1587 1588 1594 rVB 225992 181033 4.30% 0.424%
59 11.933 1671 1674 1683 rVB2 748714 848340 20.14% 1.987%
60 12.716 1805 1807 1810 rBV3 339903 323559 7.68% 0.758%
61 12.992 1850 1854 1857 rBV 3570469 3199388 75.97%  7.495%
62 14.045 2030 2033 2036 rBV 1476321 1275224 30.28% 2.988%

63 15.521 2281 2284 2287 rVB 826106 902605 21.43% 2.115%

Sum of corrected areas: 42685045
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138254.D

Acqg On : 19 Jun 2024 19:28
Operator : CG\JU

Sample : P2955-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138254.D\data.ms
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Abundance TIC: BF138254.D\data.ms
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Abundance TIC: BF138254.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138254.D

Acqg On : 19 Jun 2024 19:28
Operator : CG\JU

Sample : P2955-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.187 41.97 ng 3795650 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 17 (2.187 min): BF138254.D\data.ms (-11) (-) m/z 73.10 100.00%
73.1
5000
43.0 A
T
‘ 2.20 2.40 2.60
ob el b b haoaa 2069 up 43,05 35.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L
43.0 2 20 2.40 2.60
‘ ‘ m/z 87.05 25.91%
0‘\u‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
B
2 20 2.40 2.60
5000 41.0 m/z 55.05 25.41%
0 H ‘ 97.0 1290
e
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 2 20 2.40 2.60
m/z 41.05 11.45%
5000 43.0 ‘A
0 _Umuu‘_Hw“m_m‘mWm_m_m,‘m S
m/z--> 20 40 60 80 100 120 140 160 180 200 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138254.D

Acqg On : 19 Jun 2024 19:28
Operator : CG\JU

Sample : P2955-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 R-(-)-1,2-propanediol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.393 2.61 ng 235709 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 83
2 Propylene Glycol 76 C3H802 000057-55-6 78
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance Scan 222 (3.393 min): BF138254.D\data.ms (-218) (-) m/z 45.00 100.00%
45.0
5000 [L
Raans s RENRRRRREE
61.0 3.00 3.20 3.40 3.60 3.80
O ol 5291 760 859 n/z 43.e0  20.09%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 I L L B R
3.00 3.20 3.40 3.60 3.80
29.0 m/Z 61.00 6.28%
o |l 70 ‘\ 530910 760
\\\’\\\\‘\\\\’\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1083: Propylene Glycol
45.0
T
3.00 3.20 3.40 3.60 3.80
5000 m/z 43.95 6.14%
29.0
o 190 7370 5305 760
‘H,‘H"‘H‘,H“_“‘_“w“u“‘u“u“‘
m/iz--> 10 20 30 50 60 70 80 90
Abundance #1093.(S}Qﬂ—LZ—Propamemol R e
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.00 3.08%
5000
1.
ol 190 F10 | 530610 750
m/z--> 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138254.D

Acqg On : 19 Jun 2024 19:28
Operator : CG\JU

Sample : P2955-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.098 3.78 ng 341742  1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 2-Decanol, methyl ether 172 C11H240 1000333-83-9 23
5 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 17

Abundance Scan 512 (5.098 min): BF138254.D\data.ms (-509) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0
| 83.0 4.80 5.00 5.20 5.40 ;
O v v et b e m/z 59.05 56.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L B I B LA AL
59.0 4.80 5.00 5.20 5.40
m/z 101.00 19.99%
15.0 101.0
0 2%\ L | 830 | ‘
\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
T aa e RARES
570 4.80 5.00 5.20 5.40
5000 m/z 58.05 16.89%
29.0 101.0
Ol byl T30 87O
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.17%
5000
101.0
o 180280 = 580 .
e e e e e e R ARRENEE RS
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\BF061924\
Data File : BF138254.D

Acqg On : 19 Jun 2024 19:28
Operator : CG\JU

Sample : P2955-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.704 3.46 ng 313098 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 86
2 Diethyl carbitol 162 C8H1803 000112-36-7 64
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 59
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 42
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 40
Abundance Scan 785 (6.704 min): BF138254.D\data.ms (-782) (-) m/z 45.05 100.00%
45.0
5000

i sk aho sk Tho

Ll s iz A e L
0“_HW‘HWH‘wHH‘HH_H‘_HW‘HWHH‘NH_‘HLH‘_HW“ m/z 59.00  35.34%

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

Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-

45.0
5000 \\‘\\/\H‘HH‘\HA\‘HH’
6.40 6.60 6.80 7.00
2900 72.0 m/z 72.10 23.09%
o140 |l ‘M 80.0 1040 1350
H‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #38390: Diethyl carbitol
45.0
e R ey
6.40 6.60 6.80 7.00
5000 72.0 m/z 73.00 14.14%
29.0
0 M‘ 87.0 103 0
H_H‘_HWH‘WHH‘HH_H‘_HW‘HWHH‘HH_‘H_HW‘HWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #53405: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0 6.40 6.60 6.80 7.00
m/z 43.05 12.85%
5000
89 0
o ik H 104.0119.0
H_H‘_HWH‘WHH‘HH_H‘_HW‘HWHH‘HHM‘HMHW‘HWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138254.D

Acqg On : 19 Jun 2024 19:28
Operator : CG\JU

Sample : P2955-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.475 4.55 ng 512513 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 60
5 Benzene, propoxy- 136 CS9H120 000622-85-5 53
Abundance Scan 1086 (8.475 min): BF138254.D\data.ms (-1076) (-) m/z 94.00 100.00%
94.0
5000
152.1
45.0 65.0 h ‘119 1 ‘ 8.20 8.40 8.60 8.80
ol AL L A8 s 76,95 25.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 \*’TTJ\W‘HH‘HH‘HH‘HH
8.20 8.40 8.60 8.80
152.0 m/z 152.05 17.41%
450 65.0 ‘ ‘
0 T \1\9‘.(\)\‘\ \““\‘\“\ \“ ‘\H\ T \“‘ T \“\ ‘ \‘!]\-]\-?-\0\ T ‘ T \‘\ ‘ T 1T ‘ 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19881: Ethanol, 2-phenoxy-
94.0
R ERREERE aaa
8.20 8.40 8.60 8.80
5000 m/z 78.00 14.92%
138.0
51.0
27.0
o 75\0 |
Ottt e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30136: 1-Propanol, 2-phenoxy- o AREEEAREE SN
94.0 8.20 8.40 8.60 8.80
m/z 107.95 14.52%
5000
121.0 152.0
31‘.0 ‘ 66‘.0 ‘ ‘ ‘
O B e B B e R RmammE e
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138254.D

Acqg On : 19 Jun 2024 19:28
Operator : CG\JU

Sample : P2955-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknown9.316 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.316 3.29 ng 348216  Acenaphthene-d10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,2,4]Triazolo[1,5-a]pyrimidin-... 193 C8H11N50 1000351-50-1 30
2 Decahydro-1,1,4a,5,6-pentamethyl... 268 C15H28 080655-44-3 30
3 3-Methyl-2-(2-oxopropyl)furan 138 C8H1002 087773-62-4 15
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 15
5 2,6,10-Trimethylundeca-1,3-diene 194 C14H26 1000222-09-1 15

Abundance Scan 1229 (9.316 min): BF138254.D\data.ms (-1226) (-) m/z 57.05 100.00%

57.0
193.2
5000 051 123.1
A ARameaa
151.1 9.00 9.20 9.40 9.60
oy el m“‘ A0 L myz 43.5  79.84%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #68210: [1,2,4]Triazolo[1,5-a]pyrimidin-7-ol, 6-amino-2-et
193.0
54.0
5000 1650 L L R R B B
137.0 9.00 9.20 9.40 9.60
97.0 ’ m/z 193.20 77.74%
O 33. \H\“ 77.9‘ T “‘\ \\H‘ T \‘\\’!‘\ T ‘ T \‘\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
A e A
123.0 9.00 9.20 9.40 9.60
5000 69.0 950 m/z 71.10 62.76%
‘ ‘ 151.0
I ' N T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #19968: 3-Methyl-2-(2-oxopropyl)furan e AAEEmmanE TR
57.0 9.00 9.20 9.40 9.60
m/z 41.00 60.87%
5000 95.0
|| e
s L = L = e SR
m/z--> 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138254.D

Acqg On : 19 Jun 2024 19:28

Operator : CG\JU

Sample : P2955-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 1H-Indene, octahydro-2,2,4,... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.628 2.27 ng 239886  Acenaphthene-di10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 53
2 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 43
3 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 38
4 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 38
5 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38

Abundance Scan 1282 (9.628 min): BF138254.D\data.ms (-1279) (-) | m/z 193.15 100.00%
193.2
5000 123.1
e T
‘ 9.50 10.00
ob— hu LA “‘M “ ‘ “ S— m/z 69.10  50.62%
miz--> 150 200 250 300
Abundance #85382. 1H-|ndene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 193.0
) 123.0
5000 — —
9.50 10.00
290 m/z 123.10 42.33%
O T T “\ ‘\ ‘ \ h H“ H‘ ‘H \‘ T L\ ‘ T T T \“ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #201981: S-Phenyl 5-(phenylthio)pentanethioate
198.0
—r —
9.50 10.00
5000 ITI/Z 83.10 39.26%
123.0
55.0
0180 L1870 [l 30
miz--> 50 100 150 200 250 300
Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine, e ——
193.0 9.50 10.00
42.0 m/z 55.05 35.22%
5000
83.0
124.0158.0
oLt :‘w‘u“‘: o, ‘HH - “”w‘””_”w — —
m/z--> 50 100 150 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138254.D

Acqg On : 19 Jun 2024 19:28
Operator : CG\JU

Sample : P2955-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 unknownl1©.016 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.016 21.60 ng 2284630  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane-1,2,3-triamine, N,N'-dia... 173 C7H15N302 1000500-54-4 16
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 12
3 1,3-Dioxolan-4-one, 2-(1,1-dimet... 186 C10H1803 089053-56-5 11
4 Succinic acid, cyclohexyl hexyl ... 284 C16H2804 1010330-01-7 10
5 Butane, 1,1'-[methylenebis(oxy)]... 188 C11H2402 022418-64-0 10
Abundance Scan 1348 (10.016 min): BF138254.D\data.ms (-1343) (- m/z 43.10 100.00%
3.1
- T J\/\/\
70.0 SSAS ‘
10.00
197.1
L S—— “1”‘1 “MMM e 3701 2222 57 10 56.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48569: Propane-1,2,3-triamine, N,N'-diacetyl-
101.0
143.0
59.0
5000 — :
10.00
300 ‘ m/z 101.10 50.46%
OHH‘H‘\\‘H\\Nlumw“\‘u\“‘u\“i’\‘u\‘!\\\‘]\-?\2\.9\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
T T
10.00
5000 m/z 137.05 48.30%
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60520: 1,3-Dioxolan-4-one, 2-(1,1-dimethylethyl)-5-(1-m e ‘
101.0 10.00
73.0 m/z 97.10  47.35%
5000 41.0 129.0 VWKWNMLMﬁAMNPJM”NVH
0 ‘\k S “1570 1?50\
P e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138254.D

Acqg On : 19 Jun 2024 19:28
Operator : CG\JU

Sample : P2955-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknown1©.833 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.833 3.77 ng 315980  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 4-methyl- 198 C14H30 026730-12-1 49
2 Tridecane, 5-propyl- 226 C16H34 055045-11-9 49
3 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 49
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 46
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 43
Abundance Scan 1487 (10.833 min): BF138254.D\data.ms (-1483) (- m/z 57.10 100.00%
57.1
5000 w
1331 244.2 T T T
h ‘ ‘ 10.50 11.00
0 wH_Hw‘:wh“uw“M‘! s ‘}m““\‘lHe‘z‘l‘?’_lm‘nmw m/z 71.10  86.44%
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #74008: Tridecane, 4-methyl-
43.0
71.0
5000 — —
10.50 11.00
m/z 43.10 58.06%
‘ ‘ 99.0
O \‘\‘\H“\Hh“\\u\‘}H\“‘\H‘J\-‘Z\G\\\O‘H\H\‘H\\‘\]\-%8‘\\0\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140 160 180200 220 240 260
Abundance #107223: Tridecane, 5-propyl-
57.0
— ——
10.50 11.00
5000 m/z 41.10 32.77%
8a0 W
0 h\ [l h‘ ‘ H \141 0 \\183 0 226.0
W‘HW‘HW‘HW‘HW‘H"H‘_H‘_H‘_H‘_H‘_H‘_H‘“‘
m/z--> 20 40 60 80 100120140 160 180200 220 240 260
Abundance #33097: Nonane, 3,7-dimethyl- — —
57.0 10.50 11.00
m/z 85.05 31.57%
5000
29.0 85.0
‘ 127.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138254.D

Acqg On : 19 Jun 2024 19:28

Operator : CG\JU

Sample : P2955-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.933 10.13 ng 848340  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid

2 Anthracene, 2-methyl-
3 Anthracene, 1-methyl-
4 Tridecanoic acid

5 Octadecanoic acid

256 C16H3202
192 C15H12
192 C15H12
214 C13H2602
284 C18H3602

000057-10-3 99
000613-12-7 91
000610-48-0 90
000638-53-9 78
000057-11-4 70

Abundance Scan 1674 (11.933 min): BF138254.D\data.ms (-1671) (- m/z 73.00 100.00%
73.0
411
5000
=
H 12.00
— m/z 43.05  84.44%
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 T
129.0 12.00
3.0 213.0 m/z 60.00 77.12%
H ‘ 71.0 ‘
'Y I |1 O R
miz--> 50 100 150 200 250 300
Abundance #67023: Anthracene, 2-methyl-
192.0
=
12.00
5000 ITI/Z 57.10 71.38%
96.0
630, | 1390 | |
b
miz--> 50 100 150 200 250 300
Abundance #67030: Anthracene, 1-methyl- —
192.0 12.00
m/z 55.10 69.82%
5000
5270 630 960 1520 |
e e e —
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138254.D

Acqg On : 19 Jun 2024 19:28

Operator : CG\JU

Sample : P2955-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrati

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.716 3.86 ng 323559  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid
2 Heneicosanoic acid

3 Pentadecafluorooctanoic acid, oc...

4 1-Octadecene
5 n-Hexadecanoic acid

284 C18H3602
326 C21H4202
666 C26H37F1502
252 C18H36

256 C16H3202

000057-11-4 98
002363-71-5 89
1000406-04-8 43
000112-88-9 42
000057-10-3 42

Abundance Scan 1807 (12.716 min): BF138254.D\data.ms (-1805) (- m/z 43.10 100.00%
43.1
5000 129.0
241.2 T L
\ l 325.9 12.50 13.00
0l Al hiabgied b oo m/z 0 55.10 93.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 — e
185.0 12.50 13.00
‘ J\ m/z 57.10 93.18%
O\H“ H‘H\LTW\\H\\‘\l\‘l\‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #232199: Heneicosanoic acid
43.0 326.0
—— —
129.0 12.50 13.00
5000 ITI/Z 73.00 88.83%
227.0
ol it ‘H‘HJ“M‘\‘ H T
m/z--> 50 100150200250300350400450500550600650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T —T
57.0 12.50 13.00
m/z 41.10 86.81%
5000
ob h,“ 2520 3690 648
HH‘H‘wH‘w‘Hw‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_ —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138254.D

Acqg On : 19 Jun 2024 19:28
Operator : CG\JU

Sample : P2955-05

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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... 2.187 42.0 ng 3795650 1 6.887 1808780 20.0
R-(-)-1,2-propa... 3.393 2.6 ng 235709 1 6.887 1808780 20.0
2-Pentanone, 4-... 5.098 3.8 ng 341742 1 6.887 1808780 20.0
Ethanol, 2-(2-e... 6.704 3.5 ng 313098 1 6.887 1808780 20.0
1-Phenoxypropan... 8.475 4.5 ng 512513 2 8.163 2252740 20.0
unknown9.316 9.316 3.3 ng 348216 3 9.916 2115290 20.0
1H-Indene, octa... 9.628 2.3 ng 239886 3 9.916 2115290 20.0
unknown10.016 10.016 21.6 ng 2284630 3 9.916 2115290 20.0
unknown10.833 10.833 3.8 ng 315980 4 11.404 1674630 20.0
n-Hexadecanoic ... 11.933 10.1 ng 848340 4 11.404 1674630 20.0
Octadecanoic acid 12.716 3.9 ng 323559 4 11.404 1674630 20.0
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