LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138313.D

Acqg On : 24 Jun 2024 16:43
Operator : CG\JU

Sample : P2977-22

Misc :

ALS Vvial : 14 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: BF138313.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.175 9 15 22 rVB 2315224 2860381 65.94% 7.972%
2 3.393 217 222 259 rBV 118181 386050 8.90% 1.076%
3 5.098 509 512 521 rVB 221744 248939 5.74% 0.694%
4 5.504 576 581 584 rBV 3897299 3592083 82.81% 10.012%
5 5.828 632 636 641 rBV 72177 62278 1.44% 0.174%
6 6.510 747 752 755 rBV 3689869 3599985 83.00% 10.034%
7 6.704 782 785 792 rBV 212478 171315 3.95% 0.477%
8 6.881 812 815 819 rVB 1605559 1335617 30.79% 3.723%
9 7.445 906 911 914 rBV 2652024 2284872 52.68% 6.368%
10 7.692 950 953 957 rBV 171745 142887 3.29% 0.398%
11 8.163 1029 1033 1036 rBV 2233988 1708381 39.39% 4.762%
12 8.381 1066 1070 1075 rBV 69407 58110 1.34% 0.162%
13 8.475 1082 1086 1096 rBV 335592 338090 7.79%  0.942%
14  9.239 1212 1216 1219 rBV 5448374 4337562 100.00% 12.090%
15 9.916 1327 1331 1335 rBV 2196611 1787209 41.20% 4.981%

16 10.016 1343 1348 1351 rBV 492921 628937 14.50%
17 10.704 1461 1465 1476 rBV 2480452 2122408 48.93%
18 11.404 1578 1584 1587 rBV 1813662 1456350 33.58%

ORr MU R
®
Ul
O
R

19 11.927 1670 1673 1686 rVB 412202 391773 9.03% 092%
20 12.616 1783 1790 1792 rBV 110282 112630 2.60% 314%
21 12.710 1803 1806 1814 rBV2 66473 88778 2.05% ©.247%
22 12.845 1823 1829 1834 rBV 88265 97127 2.24% 0.271%

23 12.986 1849 1853 1857 rBV 3916749 3636882 83.85% 10.137%
24 13.886 2003 2006 2015 rBV2 256533 395576  9.12% 1.103%
25 14.039 2028 2032 2035 rBV 1562625 1459020 33.64% 4.067%

26 14.063 2035 2036 2045 rVB 76459 72081 1.66% 0.201%
27 14.510 2109 2112 2126 rBV3 95655 275289 6.35% ©.767%
28 14.898 2175 2178 2184 rVB 103799 99945 2.30% ©0.279%
29 14.968 2186 2190 2193 rBV 164295 178780 4.12%  0.498%
30 15.080 2206 2209 2218 rVB2 67994 138554 3.19% ©.386%
31 15.162 2220 2223 2226 rVV 108534 108592 2.50% ©.303%
32 15.198 2226 2229 2241 rVB4 78120 179235 4.13% 0.500%
33 15.451 2269 2272 2278 rVV 41369 57730 1.33% 0.161%
34 15.515 2278 2283 2295 rVB 947766 1218274 28.09%  3.396%
35 15.751 2320 2323 2329 rVB 66279 91502 2.11% 0.255%

36 15.992 2360 2364 2370 rVB 105977 155428 3.58% 0.433%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138313.D

Acqg On : 24 Jun 2024 16:43
Operator : CG\JU

Sample 1 P2977-22

Misc

ALS Vvial : 14 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
Sum of corrected areas: 35878650
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138313.D

Acqg On : 24 Jun 2024 16:43
Operator : CG\JU

Sample 1 P2977-22

Misc

ALS vial : 14 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: BF138313.D\data.ms

5000000

5.504
4000000 6.510

3000000

7.445

2000000

1000000

3.393 5.098 L 5.828
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF138313.D\data.ms

9.239

5000000

4000000 12.986

3000000

10.704
8.163 9.916

2000000 11.404

1000000

8.475 0.016 11.927
. 8361 L L 120108084
et a L —————— e — —— e —— A e
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: BF138313.D\data.ms

5000000

4000000

3000000

2000000 14.039

15.515
1000000

P f%oss 14510 148990e8s 451 157505992

0 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 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\BF062424\
Data File : BF138313.D

Acqg On : 24 Jun 2024 16:43
Operator : CG\JU

Sample 1 P2977-22

Misc

ALS vial : 14 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.
2.175 42.83 ng 2860380 1,4-Dichlorobenzene-d4 6.881

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 15 (2.175 min): BF138313.D\data.ms (-9) (-) m/z 73.10 100.00%
73.1
5000
43.0
87.1 \H‘HH‘HH‘HH‘\H\‘H\
o1 2.202.302.402.502.60
Ob e P2 L1008 miz 43.e5  34.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T [T T T [ T[T T TTT
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10 25.71%
29.0
M‘ \‘\“ LQO ‘ |
0\‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘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 b e
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.05 25.25%
27.0
0 H\ ‘m \“ I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RARRREEIEEREMEEE
73.0 2.202.302.402.502.60
m/z 41.05 11.38%
5000 43.0
58.0
29.0 87.0
Obrprrthbirrrepter e N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138313.D

Acqg On : 24 Jun 2024 16:43
Operator : CG\JU

Sample 1 P2977-22

Misc

ALS vial : 14 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 Propylene Glycol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.393 5.78 ng 386050 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 83
2 Isopropyl Alcohol 60 C3H80 000067-63-0 56
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
Abundance Scan 222 (3.393 min): BF138313.D\data.ms (-217) (-) m/z 45.10 100.00%
451
5000 /L
Raans e RENREEEE NN
61.0 3.00 3.20 3.40 3.60 3.80
O ol Ol 829 760838 /7 43,05  16.96%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1083: Propylene Glycol
4!:
5000 RN RN R
3.00 3.20 3.40 3.60 3.80
m/z 61.00 6.25%
o 19.0 ‘\\370“‘ 530510 7.
\\‘\\\\‘\\\\‘\\\\‘ \\’\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #342IsomnpylAmoho
4:
R RERES RN
3.00 3.20 3.40 3.60 3.80
5000 m/z 44.05 4.97%
19.0 27‘ 0 59.0
okl b 37O R0
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol A mamma R
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.10 3.11%
5000
1.
0 . ‘3“0 53.061.0 750
T A L B B S
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\BF062424\
Data File : BF138313.D

Acqg On : 24 Jun 2024 16:43
Operator : CG\JU

Sample 1 P2977-22

Misc

ALS vial : 14 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 8
R.T. EstConc Area Relative to ISTD R.T.
5.098 3.73 ng 248939 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 512 (5.098 min): BF138313.D\data.ms (-509) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 A
| 83.0 4.80 5.00 5.20 5.40 ;
- m/z 59.05 57.30%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L B LA R
59.0 4.80 5.00 5.20 5.40
m/z 101.00 21.75%
15.0 101.0
‘ Wl | 83.0 |
O\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
T aa e A RARES
4.80 5.00 5.20 5.40
5000 m/z 57.95 17 .44%
41.0
101.0
ob 20 Yl b
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A A RmRE
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.79%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 R R
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\BF062424\
Data File : BF138313.D

Acqg On : 24 Jun 2024 16:43
Operator : CG\JU

Sample 1 P2977-22

Misc

ALS vial : 14 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 11
R.T. EstConc Area Relative to ISTD R.T.
6.704 2.57 ng 171315 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 64
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
Abundance Scan 785 (6.704 min): BF138313.D\data.ms (-782) (-) m/z 45.00 100.00%
45.0
5000
59.0 K
540650 650 750
" T\\ 89.0 1031 p
Ot e et e e e e e m/z 59.00 37.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17317: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\’
31.0 59.0 6.40 6.60 6.80 7.00
730 m/z 72.10 23.78%
O H]‘-ﬁ\(\)‘\\\u“HH‘\HH‘\H\l\\\\‘\‘\‘H‘\?\9‘\()\\\]-‘0\‘ﬁ\(‘)\\\\‘\\H‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #38390: Diethyl carbitol
45.0
 RRAREE S s
6.40 6.60 6.80 7.00
5000 59.0 m/z 73.10 15.53%
31.0 3.0
0 150 M‘ 89.0 103 0117.0
H‘HH‘H‘w‘H‘_H‘_‘H‘HH‘H‘W‘H‘_H‘_‘H‘HH‘H‘W‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #53405: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- . | N 5 N0 S .
45.0 6.40 6.60 6.80 7.00
m/z 43.05 13.27%
5000
31.0 59.0 730 89.0
b0l L Taowee |,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138313.D

Acqg On : 24 Jun 2024 16:43
Operator : CG\JU

Sample 1 P2977-22

Misc

ALS vial : 14 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 6
R.T. EstConc Area Relative to ISTD R.T.
8.475 3.96 ng 338090 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 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
Abundance Scan 1086 (8.475 min): BF138313.D\data.ms (-1082) (-) m/z 94.00 100.00%
94.0
5000
771 152.1 \\/\\‘\\\\‘\\\\‘\\\\‘\\\\
51.0 h | 1210 ‘ 8.20 8.40 8.60 8.80
0 ‘H_M‘,HHHMHN‘Hw“_m_m_m_ m/z 77.1e  23.12%
m/z--> 20 100 120 140 160
Abundance #30117.1-Phen0x propan-2-ol
94.0
5000
8.20 8.40 8.60 8.80
7.0 152.0 m/z 152.85  17.45%
\\\‘\\\\’\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 100 120 140 160
Abundance #30139 1- Propanol3 phenoxy-
94.0
T EaRa e AR RES
8.20 8.40 8.60 8.80
5000 m/z 78.00 13.59%
45.0 77.0 152.0
0 ‘H_“?“,“MHWHh_m‘ww! 1210
miz--> 20 100 120 140 160
Abundance #30136.1—PropanoL2—phenoxy— R R
94.0 8.20 8.40 8.60 8.80
m/z 108.10 13.41%
5000
77.0 121.0 152.0
31.0 51.0
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138313.D

Acqg On : 24 Jun 2024 16:43

Operator : CG\JU

Sample 1 P2977-22

Misc

ALS vial : 14 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 6 unknownl©.016 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.016 7.04 ng 628937  Acenaphthene-di10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual

H3CHC1CH2C(0)0CH3

»2,3,4-Tetramethylhex-5-en-3-0l

136 C5H9C102
156 CleH2e0
144 C8H1602

yclohexane, 1,3-dimethyl-, trans- 112 C8H16

1C
2 2
3 2-Pentanol, 2-methyl-, acetate
4 C
5A

cetaldehyde, 2-butenylhydrazone

112 C6H12N2

000817-76-5 14
1010191-06-9 14
034859-98-8 14
002207-03-6 11
075268-07-4 11

Abundance Scan 1348 (10.016 min): BF138313.D\data.ms (-1343) (- m/z 43.10 100.00%
3.1
101.1 137.1
5000
70.1
T \
‘ 197.1 10.00
S B— bbb b bl m/z 57.10  58.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18417: CH3CHCICH2C(O)OCH3
101.0
59.0
5000 = \A‘rﬁ
10.00
m/z 101.10 55.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32955: 2,2,3,4-Tetramethylhex-5-en-3-ol
43.0
e \
101.0 10.00
5000 ITI/Z 137.05 54.74%
0 I
m/z--> 20 40 60 80 100 120 2140 160 180 200
Abundance #24162: 2-Pentanol, 2-methyl-, acetate A ‘
43.0 10.00
m/z 97.05 53.22%
5000 101.0
69.0
‘ 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138313.D

Acqg On : 24 Jun 2024 16:43
Operator : CG\JU

Sample 1 P2977-22

Misc

ALS vial : 14 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 7 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.927 5.38 ng 391773  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1673 (11.927 min): BF138313.D\data.ms (-1670) (- m/z 73.00 100.00%
73.0
43.1
5000 129.0
213.2 AN
H 1711 ‘ 256.1 12.00
0 Ww‘i‘:‘m‘!” “‘HM‘ HUuuﬂ‘muwm“_“”_‘m\w‘JWW‘W m/z 60.00  83.66%
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 j '
213.0 12!00
‘ 157.0185.0 m/z 43.10 82.11%
0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
—
43.0 12.00
5000 129.0 m/z 57.05 70.25%
171.0
‘ 214.0
‘\ HJ M h ‘ HH ?H\ W | ‘ ‘
O L b b Sl e bl b e
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.10 67.82%
5000 129.0
199.0
s e T
S ETI 110 O v P W N
m/z--> 20 40 60 80 100120140160 180200 220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138313.D

Acqg On : 24 Jun 2024 16:43
Operator : CG\JU

Sample 1 P2977-22

Misc

ALS vial : 14 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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.886 5.42 ng 395576  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 E-7-Octadecene 252 C18H36 1000130-92-0 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 93
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 93
Abundance Scan 2006 (13.886 min): BF138313.D\data.ms (-2003) (- m/z 57.05 100.00%
57.0
" J,L
230.0 13.50 14.00
39.0 181 T 2810 : :
A H‘ ‘H‘ g 28R, | 2810 328 L2 4305 73.20%
m/z--> 50 100 150 200 250 300
Abundance #209740: 1-Docosene
57.0 97.0
5000 — —
308.0 13.50 14.00
m/z 83.05 72.30%
NELERES “\ | ‘h‘ M 10 2230 2660 |
miz--> 50 100 150 200 250 300
Abundance #138522: E-7-Octadecene
43.0
— ——
83.0 13.50 14.00
5000 ITI/Z 55.05 70.79%
25 0 252.0
omw \‘“1680‘2100““””,‘”
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosanol “ —
55.0 13.50 14.00
97.0
m/z 69.05 63.74%
o900 | LLLLIE 1020 son0 00 e e
m/z--> 50 100 150 200 250 300 13.50 14.00
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Data Path :
Data File :
Acqg On : 24

Jun 2024 16:43

Operator : CG\JU

Sample
Misc
ALS vial : 14

Quant Method
Quant Title

TIC Library

: P2977-22

Sample Multiplier: 1

: C:\Database\NIST20.L

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
BF138313.D

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

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 Octadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.509 3.77 ng 275289  Chrysene-di2 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Docosane, 1l-iodo- 436 C22HA5I 1000406-31-9 90
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 87

Abundance Scan 2112 (14.510 min): BF138313.D\data.ms (-2109) (- m/z 57.10 100.00%
57.1
5000 \WVJkM&Av}\WWWVAJJN
1450 |
254.1 397..
0“¢“WW“Hh”W%s?%u?ng"N‘uggﬁg“gés}“M‘ m/z 71.05 74.50%
miz--> 50 100 150 200 250 300 350 400
Abundance #141058: Octadecane
57.0
5000 —— :
14.50
m/z 43.10 58.67%
L oo zseo
O\‘\‘\“ “\“‘\H]\“\“\““\‘\\\‘\\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0
T \
14.50
5000 m/z 85.05 48.61%
41.0
DL ey o
m/z--> 50 100 150 200 250 300 350 400
Abundance #320326: Docosane, 1-iodo- —
57.0 14.50
m/z 55.05 29.02%
5000
9.0
oL t50mrzsee 390 -
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138313.D

Acqg On : 24 Jun 2024 16:43
Operator : CG\JU

Sample 1 P2977-22

Misc

ALS vial : 14 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 10 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.968 2.93 ng 178780  Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
3 Tetracosanal 352 (C24H480 057866-08-7 87
4 Hexacosanal 380 C26H520 026627-85-0 74
5 Eicosanal- 296 C20H400 002400-66-0 68
Abundance Scan 2190 (14.968 min): BF138313.D\data.ms (-2186) (- m/z 57.05 100.00%
57.0
96.1
5000
3 1500
178.9 222.1 264.1 .
0 “‘u‘!“ m/z 82.00  86.85%
miz--> 50 100 150 200 250 300 350
Abundance #158569: Octadecanal
43.0 82.0
5000 R
15.00
‘ ij&O o m/z 43.10 83.06%
O \“! ‘ “\H W \‘h‘ \h \H‘h\ “‘\‘ %‘??-?\“ T \H\. T F??'P\ ‘ L ‘ 1T
miz--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl-
43.0 82.0
——
15.00
5000 m/z 96.10 69.96%
24.0
L \‘ “ | | | | 166.0 208.0 250.0
oL, JWH\\MM\\N\H At
m/z--> 50 100 150 200 250 300 350
Abundance #262003: Tetracosanal T
43.0 82.0 15.00
334.0 m/z 55.05 65.27%
h J\MwMﬂfkawmmﬁﬂ\“WwW
24.0
“ | | | 1660  236.02780
Obr Al ML o e e —
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138313.D

Acqg On : 24 Jun 2024 16:43
Operator : CG\JU

Sample 1 P2977-22

Misc

ALS vial : 14 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 11 Benzo[e]pyrene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.080 2.27 ng 138554  Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
3 Benzo[a]pyrene 252 C20H12 000050-32-8 90
4 Benzo[e]pyrene 252 C20H12 000192-97-2 89
5 Perylene 252 C20H12 000198-55-0 76
Abundance Scan 2209 (15.080 min): BF138313.D\data.ms (-2206) (- m/z 252.05 100.00%
25p.1
w MA
T 1
810 189.1 020,12 1500
Oh SEO ud . 189L N 134123853 | oce 05  25.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: BenzolK]fluoranthene
252.0
5000
15.00
126.0 m/z 253.05  23.20%
O\\‘\\8\7\.91\‘“\‘”\\‘\\\2\0‘0.\0\‘“\ \“‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138568: Benzol[b]fluoranthene
252.0
T 7 \
15.00
5000 m/z 125.95 12.92%
126.0
0 830\ “ ‘H\ 2000\ HH\
et
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene 1
252.0 15.00
m/z 125.00 9.87%
5000
126.0
0390 87.0 | 200.0 \
T e e e e
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138313.D

Acqg On : 24 Jun 2024 16:43
Operator : CG\JU

Sample 1 P2977-22

Misc

ALS vial : 14 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 12 1-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.198 2.94 ng 179235  Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 1-Tetracosene 336 C24H48 010192-32-2 93
3 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 93
4 Cyclotetracosane 336 C24H48 000297-03-0 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 2229 (15.198 min): BF138313.D\data.ms (-2226) (- m/z 55.10 100.00%

55.1 97.1
5000

2521 — —

‘ ‘ H149 " 298.1336.0 15.00 15.50
0Lt pli Al ‘mu H\‘\ Muh L \‘U\ u u ] iy | MMH\‘ L m/z 69.10 94.23%
mi/z--> 50 1 150 200 250 300 350
Abundance #155961: 1-Nonadecene

43.0 97.0

5000 — -
15.00 15.50

m/z 97.10  92.22%

9.0
o L0 w20 a0 zmn0
m/z--> 50 100 150 200 250 300 350
Abundance #244230: 1-Tetracosene
55.0 97.0

léOO 1550
5000 m/z 83.05 87.49%
ngo 336.0
0 ]TS‘Q‘ = ik \‘ \1‘ \ H‘\ ‘ﬂ T “ -
m/z--> 50 100 150 200 250 300 350
Abundance #140821: 13-Tetradecen-1-ol acetate e e
43.0 15.00 15.50

m/z 57.10 85.79%

25 0 M\\J\
w\ | \‘\ \h m 67 0 208 0 254 0

m/z--> 5 100 150 200 250 300 350 15.00 15.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138313.D

Acqg On : 24 Jun 2024 16:43
Operator : CG\JU

Sample 1 P2977-22

Misc

ALS vial : 14 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 13 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.992 2.55 ng 155428  Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Octadecane 254 C18H38 000593-45-3 96
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 91
Abundance Scan 2364 (15.992 min): BF138313.D\data.ms (-2360) (- m/z 57.10 100.00%
57.1
16.00
41.0 .
83.1 . 281.0 . :
I A ““M“‘L | 2048312200 28103231365, 0 71 05  73.57%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 R
16.00
9.0 m/z 85.10 56.42%
Ol\ \d\ ’ “‘ \h‘\ h“ \H‘ \}\4%‘(‘)\ ]\-8\3\()‘ ?2\5\0\‘ L \29\6‘.\0\ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
——
16.00
5000 m/z 43.05 53.85%
9.0
0 \\‘ “\ \\ H‘ ‘ 14101830 2540
““, R L S
m/z--> O 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- ——
57.0 16.00
m/z 55.10 23.90%
. M/\WWN\MWL
0 L‘ L ‘\ " 14101830 5390 2960
iy L e Emani e ——
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138313.D

Acqg On : 24 Jun 2024 16:43
Operator : CG\JU

Sample 1 P2977-22

Misc

ALS Vvial : 14 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... 2.175 42.8 ng 2860380 1 6.881 1335620 20.0
Propylene Glycol 3.393 5.8 ng 386050 1 6.881 1335620 20.0
2-Pentanone, 4-... 5.098 3.7 ng 248939 1 6.881 1335620 20.0
Ethanol, 2-(2-e... 6.704 2.6 ng 171315 1 6.881 1335620 20.0
1-Phenoxypropan... 8.475 4.0 ng 338090 2 8.163 1708380 20.0
unknown10.016 10.016 7.0 ng 628937 3 9.916 1787210 20.0
n-Hexadecanoic ... 11.927 5.4 ng 391773 4 11.404 1456350 20.0
1-Docosene 13.886 5.4 ng 395576 5 14.039 1459020 20.0
Octadecane 14.509 3.8 ng 275289 5 14.039 1459020 20.0
Octadecanal 14.968 2.9 ng 178780 6 15.515 1218270 20.0
Benzo[e]pyrene 15.080 2.3 ng 138554 6 15.515 1218270 20.0
1-Nonadecene 15.198 2.9 ng 179235 6 15.515 1218270 20.0
Heneicosane 15.992 2.5 ng 155428 6 15.515 1218270 20.0
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