LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP020552.D

Acqg On : 06 Jun 2024 22:44
Operator : MA/JU

Sample : P2715-01

Misc :

ALS Vvial : 17 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@20552.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.028 3 7 19 rVB 1690139 2178361 16.72% 2.736%
2 3.552 92 96 110 rBV 515497 703761 5.40% 0.884%
3 4.016 171 175 181 rVB 107993 150531 1.16% 0.189%
4 5.375 399 406 421 rBV 4349817 6322899 48.53% 7.942%
5 6.934 660 671 686 rBvV 4123110 6740427 51.73% 8.467%

6 7.369 739 745 757 rBV 166564 271796 2.09%
7 7.763 805 812 819 rBV 1001366 1539831 11.82%
8 8.910 999 1007 1017 rBV 2575288 4368746 33.53%
9 9.469 1092 1102 1113 rBV 145378 226640 1.74%
10 10.539 1274 1284 1295 rBV 1318684 2223196 17.06%
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11 11.275 1399 1409 1421 rBV 467931 781945 6.00%
12 13.004 1695 1703 1716 rBV 6489505 9889522 75.90% 12.
13 14.298 1918 1923 1928 rBV 142340 173121 1.33%
14 14.392 1931 1939 1947 rVB 2014293 2970113 22.80%
15 14.627 1977 1979 1992 rVB 3737783 4138461 31.76%
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16 15.269 2083 2088 2093 rVB 170548 234963

1 Q.
17 15.916 2190 2198 2206 rBV 5265801 8120618 62.33% 10.201%
18 16.151 2233 2238 2253 rVB 186404 421773 3.24% ©.530%
19 16.969 2373 2377 2382 rBV 199999 278288 2.14% 0.350%
20 17.021 2383 2386 2395 rVB 75907 131514 1.01% 0.165%
21 17.198 2410 2416 2422 rBV 2439974 3389466 26.01% 4.258%
22 17.733 2503 2507 2513 rBV 178375 247440 1.90% 0.311%
23 18.145 2571 2577 2584 rBV 582227 924356 7.09% 1.161%
24 18.451 2625 2629 2634 rBV 164691 234368 1.80% ©.294%
25 18.892 2699 2704 2706 rBV6 82011 140471 1.08% 0.176%
26 19.115 2739 2742 2750 rVB2 165880 303813 2.33% 0.382%
27 19.357 2777 2783 2784 rBV5 70262 132731 1.02% ©0.167%
28 19.474 2798 2803 2810 rVB2 238777 440205 3.38% ©.553%
29 19.727 2843 2846 2850 rBV 151466 173450 1.33% 0.218%

30 19.933 2874 2881 2886 rBV 8383704 13029258 100.00% 16.367%

31 20.410 2959 2962 2963 rBV2 134578 151546 1.16%
32 21.339 3116 3120 3128 rVB2 560790 969511  7.44%
33 21.657 3169 3174 3181 rVB 2086120 3327580 25.54%
34 22.580 3327 3331 3337 rBV3 273919 552393  4.24%
35 25.021 3739 3746 3757 rVB 1373897 3726043 28.60%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP020552.D

Acqg On : 06 Jun 2024 22:44
Operator : MA/JU

Sample : P2715-01

Misc

ALS Vvial : 17 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: 79609137
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP020552.D

Acqg On : 06 Jun 2024 22:44
Operator : MA/JU

Sample : P2715-01

Misc

ALS vial : 17 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

Abundance TIC: BP020552.D\data.ms
8000000
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5000000

5.375 6.934

4000000
3000000 8.910

2000000028
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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
Abundance TIC: BP020552.D\data.ms
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R L B e SRS SN
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Abundance TIC: BP020552.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP020552.D

Acqg On : 06 Jun 2024 22:44
Operator : MA/JU

Sample : P2715-01

Misc

ALS vial : 17 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.028 28.29 ng 2178360 1,4-Dichlorobenzene-d4 7.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 7 (3.028 min): BP020552.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1

B

5000
\ ’ 3.103.203.303.40
ol il 1371 2439  352.1411.147025293 ./, 43,05 38.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT I T T[T T[T Trif1
3.103.203.303.40
‘ m/z 55.10 28.00%
OAAWJ’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
O RRRREEREEEE
3.103.203.303.40
5000 m/z 87.10 26.91%
o‘H“,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2104: Acetamide, N-ethyl- R aRa A RRARAREEEESES
30.0 3.103.203.303.40
m/z 41.05 12.19%
5000 /k
0 JJh\%fe‘u“H‘W‘H‘H‘w“u‘u‘w‘u“u‘w‘u‘_ SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP020552.D

Acqg On : 06 Jun 2024 22:44
Operator : MA/JU

Sample : P2715-01

Misc

ALS vial : 17 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 2 Propylene Glycol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.552 9.14 ng 703761 1,4-Dichlorobenzene-d4 7.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
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 96 (3.552 min): BP020552.D\data.ms (-92) (-) m/z 45.05 100.00%
45.0
5000 /\
Eaaa e ARARSERAE LY
3.20 3.40 3.60 3.80
Obrrrd 2052 2080 2781 3804 48915470 n/z 43.e0  19.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 LI L LA LA B R
3.20 3.40 3.60 3.80
m/z 60.95 6.55%
O‘\‘WJUI“‘\J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
e AERSERRmEEEaREY
3.20 3.40 3.60 3.80
5000 m/z 44.05 5.62%
0 it e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #342: Isopropyl Alcohol T
45.0 3.20 3.40 3.60 3.80
m/z 42.05 3.28%
o_”“J‘M‘w‘HWm_m‘mWm‘uu‘mWm_m_ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP©20552.D

Acqg On : 06 Jun 2024 22:44

Operator : MA/JU

Sample : P2715-01

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: 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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
7.369 3.53 ng 271796 1,4-Dichlorobenzene-d4 7.763
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 45
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 45
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45

Abundance Scan 745 (7.369 min): BP020552.D\data.ms (-739) (-)
45.1

m/z 45.10 100.00%

5000

‘\104 1 7.00 7.20 7.40 7.60
o hiOL1687 2651 3783 45695177 i og0s  38.28%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-

45.0

5000 At

7.00 7.20 7.40 7.60
m/z 72.05 23.84%

o

Abundance #38390: Diethyl carbitol

h‘1040
‘H\\‘HH[HH‘\\H’\H\’H\\‘HH‘HH‘\\H‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
45.0

7.00 7.20 7.40 7.60
5000 m/z 43.00 14.57%

0 J“l 103.0
L B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #53406: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- T
45.0 7.00 7.20 7.40 7.60

m/z 73.05 14.54%

5000
0\“i"\“‘”]‘-P\g‘g‘\"“!‘“‘!“"\““\““\““\““\““\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP020552.D

Acqg On : 06 Jun 2024 22:44
Operator : MA/JU

Sample : P2715-01

Misc

ALS vial : 17 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 4 Pentanedioic acid, dimethyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.469 2.04 ng 226640  Naphthalene-d8 10.540

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 91
2 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 43
3 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 25
4 Pyrrolidine, 1-nitroso- 100 C4H8N20 000930-55-2 14
5 Piperazine, 2,5-dimethyl-3-propyl- 156 C9H20N2 054365-81-0 14

Abundance Scan 1102 (9.469 min): BP020552.D\data.ms (-1092) (-) m/z 58.95 100.00%

5d.0
5000 28.9

9.20 9.40 9.60 9.80

il J \“ | 194 9 268 0327.1 413 3475.2 542.¢

Ol | 1929 20803271 13347525425 m/z 100.00  75.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36505: Pentanedioic acid, dimethyl ester
59.0
129.0
5000 LB B L B R R R

9.20 9.40 9.60 9.80
m/z 101.00 51.66%

‘ I \|1 M‘ \’ I |
‘\\\\’ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance  #36521: Butanedioic acid, methyl-, dimethyl ester
59.0

9.20 9.40 9.60 9.80

5000 m/z 128.95 46.85%
129.0
0“!‘ H\\\\!!!!!! JL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)- R RN e R
59.0 9.20 9.40 9.60 9.80

m/z 55.00 40.13%

UL o JL

0 e e e A T T
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP020552.D

Acqg On : 06 Jun 2024 22:44
Operator : MA/JU

Sample : P2715-01

Misc

ALS vial : 17 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 4
R.T. EstConc Area Relative to ISTD R.T.
11.275 7.03 ng 781945  Naphthalene-d8 10.540
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 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
5 Benzene, (1,1-dimethylethoxy)- 156 C1eH140 006669-13-2 53

Abundance Scan 1409 (11.275 min): BP020552.D\data.ms (-1399) (- m/z 93.95 100.00%
94.0

—

5000
152.1 —— ——
ﬁh \ ‘ 11.00 11.50
ol 3581 L1, | 21492810 36204209 4975 ./, 77.e0 25.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 —r— —r—
11.00 11.50
152.0 m/z 152.05 18.22%
031.\ﬁ4ll}!1’1\“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
— —
11.00 11.50
5000 ITI/Z 78.00 17.15%
152.0
el
o"uh\fl\“‘ilhhumu‘H‘WHww,‘H‘,w_m‘www
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19881: Ethanol, 2-phenoxy- —r— —
94.0 11.00 11.50
m/z 108.05 15.44%
5000 J\
27.
o_Nﬁ“w'm“w‘mwm‘H‘WHWm_m_m_uw —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP020552.D

Acqg On : 06 Jun 2024 22:44
Operator : MA/JU

Sample : P2715-01

Misc

ALS vial : 17 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 unknownl4.628 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.628 27.87 ng 4138460  Acenaphthene-di10 14.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO 1000420-35-2 27
2 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 14
3 1-Heptadecene 238 C17H34 006765-39-5 12
4 2-Ethylhexyl hydrogen maleate 228 C12H2004 002370-71-0 11

5 2,4,4-Trimethyl-1-pentanol, chlo... 242 C10H17C1F202 1000447-27-2 10

Abundance Scan 1979 (14.627 min): BP020552.D\data.ms (-1977) (- m/z 43.10 100.00%
43.1
5000 137.1
‘ | W50 | 1500
197.2 : :
0l \“;"\‘JHM‘,um\m%5‘7:9_H“37‘4-‘2‘”“‘5‘2‘-2‘5‘?‘1‘-9“ m/z 57.10  65.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32791: Pent-4-enoyl amide, 2-methyl-N-propyl-
43.0
5000 — e
140.0 14.50 15.00
‘ m/z 137.05 45.50%
O‘HA J‘MILH\‘\JL’\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168310: Tetradecane, 1-bromo-
310 135.0
—— —
14.50 15.00
5000 ITI/Z 97.10 42 .50%
0 “ J u197'0 276.0
R e o e R ARARARRE R AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121337: 1-Heptadecene — ——
43.0 14.50 15.00
m/z 41.10 40.27%
5000
1.0
oy, om0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP060624\

Data File : BP©20552.D

Acqg On : 06 Jun 2024 22:44
Operator : MA/JU

Sample : P2715-01

Misc

ALS vial : 17

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 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 Heptadecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.151 2.49 ng 421773  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Eicosane 282 C20H42 000112-95-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 91
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 91

Abundance Scan 2238 (16.151 min): BP020552.D\data.ms (-2233) (- m/z 57.10 100.00%

57.1
5000

e
‘ 16.00 16.50

ob AALLEAIO |, 2400 3279 4203 5061 ., 43.05  73.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 —— —

16.00 16.50
m/z 71.05 65.49%

O‘\\“TP’\L‘!'\J}[]‘\F\‘W\““\\\\‘\2\?10‘\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176385: Eicosane
57.0

léOO 1&50
5000 m/z 85.10 46.28%
| H270 197.0 2820
O\H‘v‘H‘N“”N””W“H‘M‘wa‘w‘w‘w‘www‘w‘w‘w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane o F
57.0 16.00 16.50

m/z 41.10 37.41%

1, 2270 197.0 2670  380.0

[y

L . CAREESEEEESE— — —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP©20552.D

Acqg On : 06 Jun 2024 22:44

Operator : MA/JU

Sample : P2715-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.145  5.45ng 924356 Phenanthrene-d1e 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 99

2 Tridecanoic acid 214 C13H2602
3 Octadecanoic acid 284 C18H3602
4 Pentadecanoic acid 242 C15H3002
5 Tetradecanoic acid 228 C14H2802

000638-53-9 95
000057-11-4 87
001002-84-2 87
000544-63-8 80

Abundance Scan 2577 (18.145 min): BP020552.D\data.ms (-2571) (- m/z 73.00 100.00%

73.0
5000
213.2 —

=
sl e
ok :"\‘W |11, 8313412 4105 47845360 1/, cp.e0  85.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 T
18.00 18.50

m/z 43.10 85.31%

” 213.0
O\\i“ \l\’l‘\ll“\“}\‘L\\\\\‘\\\\‘\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid

73.0

7
18.00 18.50
5000 m/z 57.10 68.76%

171.0
“1 }Hm““u e
miz--> 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #179089: Octadecanoic acid —— —
73.0 18.00 18.50
m/z 41.05 68.45%
5000
H 1850  284.0
ST 1B Y S b
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP©20552.D

Acqg On : 06 Jun 2024 22:44

Operator : MA/JU

Sample : P2715-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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 9 Octadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.474 2.65 ng 440205  Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 58

Abundance Scan 2803 (19.474 min): BP020552.D\data.ms (-2798) (- m/z 43.10 100.00%
43.1
5000 129.0 W
241.2 e
19.50
ob-Ad M MJM‘ ol \H u b‘lz 2 38914563 546% ., 73.60  95.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 T
185.0 19.50
H m/z 57.05 85.24%
Of|| \’\I“M‘\ull\\\\\\“\‘\L\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
——
19.50
5000 m/z 60.00 82.88%
‘ 143.0 242.0
A it
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid T
73.0 19.50
m/z 55.10 78.99%
5000
L 228.0
143.0 \
“ “I’ }h m H‘\ il un\
O b b bt e L e e e
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\BP060624\
Data File : BP020552.D

Acqg On : 06 Jun 2024 22:44
Operator : MA/JU

Sample : P2715-01

Misc

ALS vial : 17 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 1@ Cycloeicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.339 5.83 ng 969511  Chrysene-di12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 96
2 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 1-Triacontanol 438 C30H620 000593-50-0 94
5 1-Hexacosene 364 C26H52 018835-33-1 94
Abundance Scan 3120 (21.339 min): BP020552.D\data.ms (-3116) (- m/z 57.10 100.00%
57.1
N T
‘ | hSl 237.1 321.2 403.1 21.00 2150
oAby 220 Sel e A3 4994 m/z 43.10  86.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173728: Cycloeicosane
55.0
5000 — —
21.00 21.50
50 m/z 55.10 76.75%
o L2 500 2500
\H\‘HH‘HH‘\H\‘HH[\\H‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester
57.0
— —
21.00 21.50
5000 m/z 83.10 72.84%
5.0
S| . 220 sono
H‘W‘H‘_‘H‘H‘w‘H‘_H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester “ —
57.0 21.00 21.50
m/z 97.10 69.41%
- W\JLN
ob h,” 2520 3690 648,
‘HW‘H‘_H‘_‘HM‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H‘HH“ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP©20552.D

Acqg On : 06 Jun 2024 22:44

Operator : MA/JU

Sample : P2715-01

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: 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 11 Octadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.580 3.32 ng 552393  Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Pentadecane 212 C15H32 000629-62-9 95
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 94
4 Nonadecane 268 C19H40 000629-92-5 94
5 Pentacosane 352 C25H52 000629-99-2 93

Abundance Scan 3331 (22.580 min): BP020552.D\data.ms (-3327) (- m/z 57.10 100.00%
57.1

5000
‘ 22,50 |
1.1 207.0 3731 344.0 414.3 . :
Omw‘mﬂwu“\““”‘\”‘1\”\‘\”““\\"\““‘m”m‘\\\\‘\\\\‘\\\\‘4\89\?\\5\4‘8\ m/z 43.10 61.13%
m/fz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
5000 —— :
22.50
m/z 71.10  59.24%
127.0
O J J\ l %1 | \197 0254 O
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #90193: Pentadecane
57.0
L \
22.50
5000 ITI/Z 85.10 42 .84%
212.0
‘ ||| paro
O‘AM_‘HAWHMHM‘_‘H‘H““‘H‘H‘w‘u‘_‘u‘u‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310570: Heptacosane, 1-chloro- T
57.0 22.50
m/z 55.10 36.17%
5000
H‘W"H"H"H"_"W“H‘H“_“W“H“H“H“M —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP020552.D

Acqg On : 06 Jun 2024 22:44
Operator : MA/JU

Sample : P2715-01

Misc

ALS Vvial : 17 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... 3.028 28.3 ng 2178360 1  7.763 1539830 20.0
Propylene Glycol 3.552 9.1 ng 703761 1  7.763 1539830 20.0
Ethanol, 2-(2-e... 7.369 3.5 ng 271796 1  7.763 1539830 20.0
Pentanedioic ac... 9.469 2.0 ng 226640 2 10.540 2223200 20.0
1-Phenoxypropan... 11.275 7.0 ng 781945 2 10.540 2223200 20.0
unknownl4.628 14.628 27.9 ng 4138460 3 14.392 2970110 20.0
Heptadecane 16.151 2.5 ng 421773 4 17.198 3389470 20.0
n-Hexadecanoic ... 18.145 5.5 ng 924356 4 17.198 3389470 20.0
Octadecanoic acid 19.474 2.6 ng 440205 5 21.657 3327580 20.0
Cycloeicosane 21.339 5.8 ng 969511 5 21.657 3327580 20.0
Octadecane 22.580 3.3 ng 552393 5 21.657 3327580 20.0
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