LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020615.D

Acqg On : 13 Jun 2024 17:22
Operator : MA/JU

Sample : P2855-05

Misc :

ALS vial : 7 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_ P\Methods\8270E-BP©52924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@20615.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.023 3 6 22 rVB 1937520 2757618 28.29% 4.666%
2 3.552 92 96 106 rVB 190107 261219 2.68% 0.442%
3 4.922 320 329 337 rVB2 162763 272386 2.79% 0.461%
4 5.370 397 405 414 rBV 2591844 4109978 42.17%  6.954%
5 6.934 662 671 691 rBV 2635734 4200180 43.09% 7.107%

7.746 800 809 816 rBV = 724786 1229740 12.62%
8.899 997 1005 1023 rBV 1500848 2757806 28.29%
9.452 1093 1099 1106 rVB 91117 131363 1.35%
10.299 1236 1243 1256 rBV 124690 267685 2.75%
10 10.522 1271 1281 1287 rBV 1004728 1700130 17.44%

NOOR~N
N
N
N
R

11 11.257 1397 1406 1427 rBV 141124 309526 3.18%
12 12.981 1691 1699 1709 rBV 4208372 6568175 67.39% 11.
13 14.375 1928 1936 1943 rBV 1556967 2285892 23.45%
14 14.440 1943 1947 1955 rVB 58537 98515 1.01%
15 14.598 1966 1974 1980 rBvV2 107373 228603 2.35%

OO WEROo®
00
[e)]
00
B

16 15.892 2186 2194 2213 rBV 3113396 5264694 54.01%
17 17.181 2405 2413 2417 rBV 2024454 2791352 28.64%
18 17.216 2417 2419 2426 rVV 644683 867417  8.90%
19 17.310 2430 2435 2442 rVB 88298 173466 1.78%
20 17.487 2458 2465 2475 rBV 150093 248718 2.55%

OO R b
IS
o
0
R

21 17.598 2481 2484 2496 rVB 66883 107726 1.11%
22 18.081 2561 2566 2569 rBV 73643 111113 1.14%
23 18.128 2569 2574 2582 rVW2 793649 1227227 12.59%
24 18.286 2596 2601 2605 rBV 108202 200343 2.06%

OO NOO
(]
~N
N
3R

25 19.039 2725 2729 2734 rBV2 56761 103075 1.06% 174%
26 19.310 2770 2775 2782 rBV 907743 1426996 14.64%  2.415%
27 19.457 2796 2800 2807 rBV3 360046 550899 5.65% ©.932%
28 19.657 2830 2834 2835 rBV 160039 177915 1.83% 0.301%
29 19.692 2835 2840 2845 rVB 773916 1142695 11.72% 1.934%

30 19.910 2871 2877 2887 rVB 6790149 9747143 100.00% 16.493%

31 20.210 2926 2928 2933 rVB2 93207 125489 1.29%
32 20.316 2943 2946 2949 rBV 89033 107288 1.10%
33 21.322 3112 3117 3129 rVB3 474632 998541 10.24%
34 21.633 3161 3176 3175 rBV2 1733432 3591279 36.84%
35 24.974 3731 3738 3748 rVB2 1083843 2956907 30.34%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020615.D

Acqg On : 13 Jun 2024 17:22
Operator : MA/JU

Sample : P2855-05

Misc

ALS vial : 7 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_P\Methods\8270E-BP052924 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 59099099
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020615.D

Acqg On : 13 Jun 2024 17:22
Operator : MA/JU

Sample : P2855-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abu}bdoac%:go TIC: BP020615.D\data.ms

6000000
5000000
4000000

3000000 5.370 6.934

O

2000000 P23

8.899

1000000 7746 10.522

3.552 4.922 9.452 10.29 11.A257

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abu;bdoadbcoeo TIC: BP020615.D\data.ms

19.910

6000000

5000000

.981
4000000

15.892
3000000

17.181 21.633

2000000 14.375

1000000 17l016 18.128 19.3189.692 21322
4
14144995 Yi¢80s18.0886  19.039 3657 202806

R L e L R e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abu}bdoac%:go TIC: BP020615.D\data.ms

6000000
5000000
4000000
3000000
2000000 24.974

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\

BP020615.D
: 13 Jun 2024 17:22
: MA/JU
: P2855-05
: 7 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.023 44.85 ng 2757620 1,4-Dichlorobenzene-d4 7.746
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 40
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance Scan 6 (3.023 min): BP020615.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
. 3.103.203.303.40
Obhkll 161022512830 367.2426.94867547. /7 43.10  37.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T [Tt
3.103.203.303.40
‘ m/z 55.10 27.67%
O A!”\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R RRRE e RRa R
3.103.203.303.40
5000 m/z 87.10 26.66%
0 ‘HM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl- RN S EmaasEEES RS
73.0 3.103.203.303.40
m/z 41.10 12.16%
5000 /\\
0 mMHHJwM‘H}T%QM‘H“H‘_“w‘u“u‘w“u‘u‘W‘ I RARAIRARESZEESEREEAS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40

8270E-BP052924.M Fri Jun 14 11:33:52 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP©20615.D

Acqg On : 13 Jun 2024 17:22

Operator : MA/JU

Sample : P2855-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 2 Isopropyl Alcohol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
3.552 4.25 ng 261219 1,4-Dichlorobenzene-d4 7.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 56
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
4 Propylene Glycol 76 C3H802 000057-55-6 38

5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9

Abundance  Scan 96 (3.552 min): BP020615.D\data.ms (-92) (-) m/z 45.10 100.00%
45,

5.1

—

5000
R ERANEREEEE S
3.20 3.40 3.60 3.80
Ol 1278 2081 282.1  384.2 4625 5364  n/z 43.00 19.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #342: Isopropyl Alcohol
45.0
5000 L B L B LI BN B
3.20 3.40 3.60 3.80
m/z 61.00 6.94%
O\M“\H\i‘l\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #1091: R-(-)-1,2-propanediol
45.0
R A RERANERSEEE S
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.43%
o_”‘”M‘u‘w‘HwH,mww_m‘w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #1093: (S)-(+)-1,2-Propanediol D
45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.24%
B M\M\Kmﬂ/-
R T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80

8270E-BP052924.M Fri Jun 14 11:33:53 2024
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Data Path :
Data File :
: 13 Jun 2024 17:22
: MA/JU

: P2855-05

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\

BP020615.D

: 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: 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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4.922 4.43 ng 272386 1,4-Dichlorobenzene-d4 7.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Butane, 1-ethoxy- 102 C6H140 000628-81-9 25
4 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 23

5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17

Abundance Scan 329 (4.922 min): BP020615.D\data.ms (-320) (-) m/z 43.00 100.00%
3.0

3

5000

101.1 T T
| 4.60 4.80 5.00 5.20
\\\

Olprrrbibid 2069 28103411 4282 5161  n/z s59.05 57.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN N R N R |
4.60 4.80 5.00 5.20
‘1010 m/z 101.05 21.40%
O‘\\‘\”\“\\\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R RRRmRT e RRRRE
4.60 4.80 5.00 5.20
5000 ITI z 58.05 15.63%
101.0
omm‘mkm_mwm_m_m_m_m_m_uw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4989: Butane, 1-ethoxy- P A
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.22%
h VMMVMWWMW/\AWM%MANﬁL
o R A RARRR R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20

8270E-BP052924.M Fri Jun 14 11:33:54 2024 Page: 6



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP061324\

Data File : BP©20615.D

Acqg On : 13 Jun 2024 17:22
Operator : MA/JU

Sample : P2855-05

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: 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 4 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.299 3.15 ng 267685 Naphthalene-d8 10.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 59
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53

Abundance Scan 1243 (10.299 min): BP020615.D\data.ms (-1236) (- m/z 57.05 100.00%
57.0

5000
— e
J 1320 2080 10.00 10.50
b A 257 2089 288.9350.1410.1468.2 5440 1/ 45.05  88.98%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 r—r e
10.00 10.50
‘ m/z 41.05 34.56%
J 132.0
0‘\1“\\JM\‘J\M\“\ALF\\\l\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

L

Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
10.00 10.50
5000 ITI/Z 75.00 18.49%
01\1180,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #135270: 3,6,9,12-Tetraoxahexadecan-1-ol oo ‘ ‘f\
45.0 10.00 10.50

m/z 56.10  15.59%

UL, 4% o L

o‘HH_‘H_m,‘HwmwH_m_Mwwww : :
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50

8270E-BP052924.M Fri Jun 14 11:33:56 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020615.D

Acqg On : 13 Jun 2024 17:22
Operator : MA/JU

Sample : P2855-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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.
11.257 3.64 ng 309526  Naphthalene-d8 10.522
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 87
3 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
5 2-Phenoxyethanol, isopropyl ether 180 C11H1602 1000394-79-3 59
Abundance Scan 1406 (11.257 min): BP020615.D\data.ms (-1397) (- | m/z 94.00 100.00%
94.0
5000 /\\\
152.0
H h \ l 1100 1150
o plLlL, | 2156 280.9330.2307.9 6120 ./ 77.05  27.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000
1100 1150
152.0 m/z 152.00  18.74%
sigyl)[. |
O‘\\\‘\\l[‘\ll\}IW‘JN‘W\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
— =1
11.00 11.50
5000 ITI z 78.00 17.51%
152.0
o\Hﬁ”H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84780: Carbonic acid, neopentyl phenyl ester
94.0 11 00 11 50
m/z 108.00 15.77%
5000
A
“H“‘H“H“_“‘_"w“u“‘H“H“H“‘H“_“w‘ P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 1150

8270E-BP052924.M Fri Jun 14 11:33:57 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020615.D

Acqg On : 13 Jun 2024 17:22
Operator : MA/JU

Sample : P2855-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 unknownl14.598 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.598 2.00 ng 228603  Acenaphthene-di10 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 tert-Butyl 4-fluorophenylcarbamate 211 C11H14FNO2 060144-53-8 16
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 16
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 14
4 Dodecane, 1-bromo- 248 C12H25Br 000143-15-7 11
5 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 11

Abundance Scan 1974 (14.598 min): BP020615.D\data.ms (-1966) (- m/z 43.05 100.00%

43.0
5000 1011

T ™
" ‘ 14.50 15.00
197.1 .
o‘u‘”pJMMWnWa;H\H‘%§9§_34ﬁ?ﬁ9ﬁ4uffgﬁ‘5ﬁ%r m/z 57.85 55.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #88405: tert-Butyl 4-fluorophenylcarbamate
57.0 137Y.0
5000 = v
14.50 15.00
m/z 101.10  48.30%
’ 211.0
O‘HJ\“HM‘\‘M“ !H"\H\‘\‘H\‘HH‘\\H‘\H\‘\H\‘H\\‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0

%

P ==
14.50 15.00

m/z 97.10 44.68%
5000 101.0

.M.Hux

N

ol bt e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9312: Acetic acid, 1,1-dimethylethyl ester e =
43.0 14.50 15.00
m/z 137.00 42.49%

5000
101.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00

8270E-BP052924.M Fri Jun 14 11:33:58 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020615.D

Acqg On : 13 Jun 2024 17:22
Operator : MA/JU

Sample : P2855-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 2
R.T. EstConc Area Relative to ISTD R.T.
18.128 8.79 ng 1227230  Phenanthrene-d10 17.181
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 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 89
5 Octadecanoic acid 284 C18H3602 000057-11-4 76

Abundance Scan 2574 (18.128 min): BP020615.D\data.ms (-2569) (- m/z 73.00 100.00%

73.0
5000
192.1

[ T
e e
ol AALAARRAL [ | 32983984 5049y, 4395 87.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T CT
18.00 18.50

2130 m/z 60.00 86.59%

”\ ‘N h AL ‘

\\1\\\[1!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0

——
18.00 18.50

o

5000 m/z 57.05 75.38%
171.0
OMI’JJ }Hm.\u\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid e o
73.0 18.00 18.50

m/z 55.05 71.23%

5000 «/L
185.0
150/ Hm “l ‘

o2 "_H‘_H‘_H‘_HwHH_m‘w_m‘w_ — =
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\

BP020615.D
: 13 Jun 2024 17:22
: MA/JU
: P2855-05
: 7 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 8 Octadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.457 3.07 ng 550899  Chrysene-d12 21.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2800 (19.457 min): BP020615.D\data.ms (-2796) (- m/z 43.10 100.00%
241.2 ——
b
ob e MLy 1], 298.1855.1415.9 4903549, o 53 ap 9914
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 T
19.50
H 185.0 284.0 m/z 60.00 88.76%
O\"\H‘ ‘1"\[‘”“‘!1‘4\“‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
=
19.50
5000 129.0 m/Z 57.05 86.75%
H 213.0
0ty ‘l‘h‘ﬁ‘w‘\\\*m‘\"""‘H_m‘wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid ——
73.0 19.50
m/z 55.05 82.73%
5000
‘ 143.0 242.0
MU S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020615.D

Acqg On : 13 Jun 2024 17:22
Operator : MA/JU

Sample : P2855-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.322  s.56ng 008541 Chrysene-di2 21.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 93

3 1-Hexacosanol 382 C26H540 000506-52-5 87
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 87
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 87

Abundance Scan 3117 (21.322 min): BP020615.D\data.ms (-3112) (| | m/z 57.10 100.00%
57.1

5000

-

— ——
%.1 229 1 21.00 21.50
Ol bbb by 3991 47818467 m/z 43.10  83.18%
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

-

5000 — —
21.00 21.50
m/z 55.10  74.40%

i Fﬁ?‘ 2520 5699 648.1
0‘\\H‘HH‘HH"HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘H

m/z--> 0 50 100150200 250300 350400450500 550600650
Abundance #347387: Pentadecafluorooctanoic acid, pentadecyl este

-

57.0
— 7
21.00 21.50
5000 ITI/Z 83.05 73.00%
0 210.0
0 J‘\ ‘Fh”\ 281.0 415.0 606.0
e e e e e e e e
m/z--> 0 50 100150200250 300 350400 450500550 600 650
Abundance #289620: 1-Hexacosanol “ T
57.0 21.00 21.50
m/z 97.10 63.85%
9.0
th 209.0280.0 364.0
WRRTREEE LT TN Gt o — - -
m/z--> 0 50 100150200250 300 350400 450500550600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020615.D

Acqg On : 13 Jun 2024 17:22
Operator : MA/JU

Sample : P2855-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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... 3.023 44.9 ng 2757620 1  7.746 1229740 20.0
Isopropyl Alcohol 3.552 4.3 ng 261219 1 7.746 1229740 20.0
2-Pentanone, 4-... 4.922 4.4 ng 272386 1 7.746 1229740 20.0
Ethanol, 2-(2-b... 10.299 3.1 ng 267685 2 10.522 1700130 20.0
1-Phenoxypropan... 11.257 3.6 ng 309526 2 10.522 1700130 20.0
unknown14.598 14.598 2.0 ng 228603 3 14.375 2285890 20.0
n-Hexadecanoic ... 18.128 8.8 ng 1227230 4 17.181 2791350 20.0
Octadecanoic acid  19.457 3.1 ng 550899 5 21.633 3591280 20.0
Pentadecafluoro... 21.322 5.6 ng 998541 5 21.633 3591280 20.0
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