LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072524\
Data File : BF138662.D

Acqg On : 25 Jul 2024 19:53
Operator : RC/JU

Sample : P3352-01

Misc :

ALS Vvial : 16 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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138662.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.14e 3 8 18 rVB 1158878 1771759 65.81% 8.709%
2 3.375 211 218 229 rBV 53045 129498 4.81% 0.637%
3 5.081 503 508 518 rVB 134663 218097 8.10% 1.072%
4 5.481 570 576 596 rBV 1828254 2561926 95.16% 12.593%
5 6.492 741 748 753 rBV 1905914 2670397 99.19% 13.126%
6 6.681 775 780 786 rBV 38341 48789 1.81% 0.240%
7 6.851 804 809 814 rBV 403034 490120 18.20% 2.409%
8 7.416 899 905 911 rBV 1264431 1745151 64.82% 8.578%
9 7.669 943 948 955 rVB 23550 28935 1.07% 0.142%
10 8.134 1022 1027 1044 rVB 510614 638591 23.72% 3.139%
11  8.445 1075 1080 1086 rBV 117490 153673 5.71% 0.755%
12 9.210 1204 1210 1215 rBV 2123895 2692299 100.00% 13.233%
13 9.886 1317 1325 1329 rBV 462420 585803 21.76% 2.879%
14 9.916 1329 1330 1334 rVB 39279 32604 1.21% 0.160%
15 9.980 1334 1341 1348 rBV 490536 741796 27.55%  3.646%
16 10.675 1453 1459 1469 rBV 885631 1151581 42.77% 5.660%
17 11.369 1572 1577 1586 rBV2 356655 647005 24.03%  3.180%
18 11.445 1586 1590 1594 rVB 35550 45605 1.69% 0.224%
19 11.604 1610 1617 1622 rBV2 21436 37731 1.40% 0.185%
20 11.898 1658 1667 1678 rBV3 79570 161644 6.00% 0.795%
21 11.986 1678 1682 1690 rVB2 27117 48744  1.81% ©0.240%
22 12.580 1779 1783 1788 rBV 208375 260166 9.66% 1.279%
23 12.810 1816 1822 1827 rBV 174191 261268 9.70% 1.284%
24 12.957 1840 1847 1854 rVB 1419271 1882496 69.92% 9.253%
25 13.845 1994 1998 2008 rVB2 111355 184138 6.84% 0.905%
26 14.004 2020 2025 2037 rVB2 351705 648698 24.09%  3.189%
27 15.045 2199 2202 2209 rVB 61963 117457 4.36% 0.577%
28 15.410 2261 2264 2269 rVB 46248 65456  2.43% 0.322%
29 15.474 2270 2275 2284 rVB 186093 323415 12.01% 1.590%

Sum of corrected areas: 20344842
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72524\
BF138662.D

: 25 Jul 2024 19:53

: RC/JU

: P3352-01

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF138662.D\data.ms
2000000 6.492
5.481
1500000
7.416
140
1000000
500000 6.851
5.081
3.375 L;iGBl 7.6€
O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ /\\V_Y—r \T
Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF138662.D\data.ms
2000000 9.310
1500000 12.957
1000000 10.675
500000 8.134 9.68880
11.369
J& 12.58Q g1
8.445 t 11.89
9. 425604 118%s0 o
0 \ﬁAr/\‘—\ — o e A e T T T T T T
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: BF138662.D\data.ms
2000000
1500000
1000000
500000 14.004
15.474
13.845 15.045 15410
W%m
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
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\BF072524\
Data File : BF138662.D

Acqg On : 25 Jul 2024 19:53
Operator : RC/JU

Sample : P3352-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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.
2.140 72.30 ng 1771766  1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance Scan 8 (2.140 min): BF138662.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
R AEAREaEmEEY
‘ 91 ‘ 2.202.302.402.50
Ol e e M e e Mz 43.10 46.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TT T T T T[T T T T[T T T T [T TTT T
43.0 2.202.302.402.50
87.0 m/z 55.10  32.76%
90 | dso ||
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
R RARAREEEES SR
2.202.302.402.50
5000 m/z 87.10 26.63%
55.0
27.0 41)0
0130 Ll 980 110
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R RARAREREES S
73.0 2.202.302.402.50
87.0 m/z 41.10 15.13%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
HW‘HWHH‘HH_H‘_HWHH,HHMH‘_HWH‘WHHM‘HMH‘ R RARARERER RS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50

8270-BF070924 .M Fri Jul 26 12:21:22 2024 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072524\
Data File : BF138662.D

Acqg On : 25 Jul 2024 19:53
Operator : RC/JU

Sample : P3352-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 (S)-(+)-1,2-Propanediol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.375 5.28 ng 129498 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 Propylene Glycol 76 C3H802 000057-55-6 43
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 218 (3.375 min): BF138662.D\data.ms (-211) (-) m/z 45.10 100.00%

4I:
5000 /k
T
470 610 3.00 3.20 3.40 3.60
O brrprrr e R e M/z 43.05 0 18.03%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 L AL L L L B
3.00 3.20 3.40 3.60
m/z 44.10 5.97%
0 19.0 ‘?"l"oss.o‘ |, 53.061.0 759
H‘\\\\‘H\\‘\\\\‘HH‘HH‘HH‘HH‘HH \\\\‘\\H‘\\\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1083: Propylene Glycol
45.0
Bt WL R o
3.00 3.20 3.40 3.60
5000 m/z 61.00 5.68%
29.0
o 190 7 380 530°%° 760
B RIS it St
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1091: R- ()J_ngopanedml e A RaRES R
45.0 3.00 3.20 3.40 3.60
m/z 42.00 2.98%
5000
29.0
0200 | a0 ss0®0 w0 |
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072524\
Data File : BF138662.D

Acqg On : 25 Jul 2024 19:53
Operator : RC/JU

Sample : P3352-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.081 8.90 ng 218097 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 508 (5.081 min): BF138662.D\data.ms (-503) (-) m/z 43.05 100.00%
43.0
59.1
5000
lOl.l \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ 83.1 4.80 5.00 5.20 5.40
O b Sl m/z 59.10 58.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L BN LR
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 16.97%
O\\\‘\!‘f.f‘\\I‘SIM?I\.\O\\“H{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
AR e REER
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.05 14.64%
29.
‘ ‘ 87.0
b 220 L WLl me [
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- e ARAmaEE R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.56%
5000
41.0
20.0 101.0
Ot b b 730, 880 e A L
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\BF072524\
Data File : BF138662.D

Acqg On : 25 Jul 2024 19:53
Operator : RC/JU

Sample : P3352-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 1-Phenoxypropan-2-ol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.445 4.81 ng 153673  Naphthalene-d8 8.134

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 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
Abundance Scan 1080 (8.445 min): BF138662.D\data.ms (-1075) (-) m/z 94.10 100.00%
94.1
5000

771 \\\\‘\\\\‘\\\\‘\\\\’\\\

ﬁ 1‘ h 1180 152.1 8.20 8.40 8.60 8.80
omwmwm“"Hm‘,m“_m_m_m‘ m/z 77.10  25.48%

m/z--> 20 100 120 140

Abundance #30123 1- Phenoxypropan -2-0

94.0
5000 \\\/\\‘\\\\‘\\\\‘\\\\’\\\
8.20 8.40 8.60 8.80
7.0 1520 Mz 45.18  15.72%
m/z--> 100 120 140
Abundance #30139.l—PropanoLS—phenoxy—
94.0
A REESEEEEEE R
8.20 8.40 8.60 8.80
5000 m/z 78.10 15.26%
77.0 152.0
27.
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy— R e AR
94.0 8.20 8.40 8.60 8.80
m/z 152.05 15.14%
5000
77.0 138.0
270 0
05— A, “‘i““““‘ ‘HH\ el \‘\ s e R RRRRRUE RS
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072524\
Data File : BF138662.D

Acqg On : 25 Jul 2024 19:53
Operator : RC/JU

Sample : P3352-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 unknown9.980 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.980 25.33 ng 741796  Acenaphthene-di10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-0X0-4-METHYLPENTANOIC ACID, ME... 144 C7H1203 042558-54-3 16
2 2-Propionyloxytetradecane 270 C17H3402 1000245-62-7 14
3 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 10
4 Pentadecane, 1-bromo- 290 C15H31Br 000629-72-1 10
5 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO 1000420-35-2 10

Abundance Scan 1341 (9.980 min): BF138662.D\data.ms (-1334) (-) m/z 43.05 100.00%

43.0
5000
971 1372
—
FIET =
owwwpw Mot M b e m/z 57.85 53.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #23926: 3-OX0-4-METHYLPENTANOIC ACID, METHYL
43.0
5000 71
101.0 10.00
m/z 97.10 37.73%
1 0‘ 144.0
0\\H"\‘H‘\\“}\\‘\“7\\\“\?\H\’\\}‘\‘HH‘!\\\‘\H\‘\H\’HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161176: 2-Propionyloxytetradecane
57.0
o
10.00
5000 m/z 59.10 37.49%
101.0
‘ ‘ 196.0
obreprrlbe b AL 2580 L
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168308: Tetradecane, 1-bromo- .
57.0 10.00
m/z 101.10 35.79%
135.0
5000
27.0 970
0 ‘ “ M‘\ h\ \ Ly H16501970 233.0 276.C
‘HWH‘WHHM‘HMHw‘HWHH‘HH_HW‘HWHH‘HH_H‘_HW‘ 1
m/z--> 20 40 60 80 100120140160180200220240260280 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072524\
Data File : BF138662.D

Acqg On : 25 Jul 2024 19:53
Operator : RC/JU

Sample : P3352-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.898 5.00 ng 161644  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 74
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50

Abundance Scan 1667 (11.898 min): BF138662.D\data.ms (-1658) (- m/z 73.10 100.00%

431,731 192.1
5000

‘ 11550 12.00
T m/z 43.10  96.22%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0

o

1150 1200
m/z 60.00 92.60%

1510185021&0 256.0
0,
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #67029: Anthracene, 1-methyl-
192.0
1150 1200
5000 ITI/Z 192.10 83.23%
82.0 165.0
R N - E A
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #67020: Anthracene, 9-methyl-
192.0 1150 1200
m/z 57.10 82.78%
96.0
165.0
0,270 630 | 1260 H‘H
P e e e e e e e
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 1L50 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072524\
Data File : BF138662.D

Acqg On : 25 Jul 2024 19:53
Operator : RC/JU

Sample : P3352-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.845 5.68 ng 184138  Chrysene-di2 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 90
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 90
Abundance Scan 1998 (13.845 min): BF138662.D\data.ms (-1994) (- m/z 57.10 100.00%
57.1
— ——
‘ Ffl 230.1302 . 13.50 14.00
ol gl 2021+ m/z 43.10  88.83%
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — ——
13.50 14.00
m/z 55.10 78.30%
5.0
ol L 521960 2000
HH‘HH’HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— ——
13.50 14.00
5000 m/z 83.10 61.20%
5.0
ol | fl o 2220 3600 648,
A e e RARARRRATRRSIEAEAE e
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #173731: 3-Eicosene, (E)- — —
57.0 13.50 14.00
m/z 69.10 57.36%
5000
5.0
ol LAl 196.0 2800
o A e e e e e e P P
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072524\
Data File : BF138662.D

Acqg On : 25 Jul 2024 19:53
Operator : RC/JU

Sample : P3352-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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... 2.140 72.3 ng 1771760 1 6.851 490120 20.0
(S)-(+)-1,2-Pro... 3.375 5.3 ng 129498 1 6.851 490120 20.0
2-Pentanone, 4-... 5.081 8.9 ng 218097 1 6.851 490120 20.0
1-Phenoxypropan... 8.445 4.8 ng 153673 2 8.134 638591 20.0
unknown9.980 9.980 25.3 ng 741796 3 9.886 585803 20.0
n-Hexadecanoic ... 11.898 5.0 ng 161644 4 11.369 647005 20.0
5-Eicosene, (E)- 13.845 5.7 ng 184138 5 14.010 648698 20.0
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