LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020535.D

Acqg On : 06 Jun 2024 03:54
Operator : MA/JU

Sample : P2714-01

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@20535.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.040 4 9 25 rVB 9232801 11908330 70.08% 13.046%
2 3.558 94 97 106 rBvV 170836 245544 1.45% 0.269%
3 5.381 400 407 417 rBV 2987942 4488103 26.41% 4.917%
4 6.940 665 672 682 rBV 1960771 3046277 17.93% 3.337%
5 7.334 730 739 743 rBV 96667 239410 1.41% 0.262%

6 7.769 806 813 820 rBV 1062040 1644662 9.68% 1
7 8.916 1000 1008 1017 rBV 2982337 5312065 31.26% 5
8 10.222 1225 1230 1237 rVB2 116689 201604 1.19% ©0.221%
9 10.540 1275 1284 1292 rBV 1366665 2228914 13.12% 2
10 11.269 1400 1408 1414 rBV 168971 309676 1.82% ©

11 13.010 1697 1704 1711 rBV 8211572 11186896 65.84% 12.255%
12 14.392 1930 1939 1946 rBV 1684234 3024078 17.80%  3.313%
13 14.622 1970 1978 1984 rBV 1639347 3387632 19.94% 3.711%
14 15.910 2191 2197 2205 rBV 6334225 9492858 55.87% 10.400%
15 16.598 2308 2314 2320 rVB6 85307 174837 1.03% ©.192%

16 17.198 2410 2416 2427 rVV 2466577 3712360 21. 4
17 17.716 2499 2504 2512 rBV3 419771 844810 4 0
18 17.898 2528 2535 2542 rVB2 331239 832291 4.90% ©0.912%
19 18.157 2574 2579 2585 rBV 1097574 1468905 8 1
20 18.357 2609 2613 2620 rBV2 401877 629058 3 0

21 18.645 2658 2662 2669 rVB 658524 942058 5.54% 1
22 19.480 2801 2804 2812 rVB 282078 427911 2.52% 0.469%
23 19.569 2815 2819 2823 rBV2 210528 434899 2.56% ©
24 19.939 2875 2882 2887 rBV 11165043 16991564 100.00% 18.614%
25 20.527 2980 2982 2988 rBV3 227233 400732 2.36% ©0.439%

26 21.663 3170 3175 3180 rVB2 2255339 3550537 20.90%  3.890%
27 25.027 3739 3747 3758 rVB 1434874 4155447 24.46%  4.552%

Sum of corrected areas: 91281458
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020535.D

Acqg On : 06 Jun 2024 03:54
Operator : MA/JU

Sample : P2714-01

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: BP020535.D\data.ms

1le+07 040

8000000
6000000

4000000
5.381 8.916

6.940

2000000 10.540

7.769
3.558 733 | 10222 11269

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ﬁ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: BP020535.D\data.ms

19.939

le+07

B.010
8000000

15.910
6000000

4000000 21.663

17.198

2000000 14.392622

B

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
Abundance TIC: BP020535.D\data.ms

20.527

le+07
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6000000

4000000

25.027
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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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020535.D

Acqg On : 06 Jun 2024 03:54
Operator : MA/JU

Sample : P2714-01

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.
3.040 144.81 ng 11908300 1,4-Dichlorobenzene-d4 7.769

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 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 9 (3.040 min): BP020535.D\data.ms (-4) (-) m/z 73.10 100.00%

73.1
5000

| 3.103.203.303.40
144.8203.1263.1 343.9 406.9468.0 532.4 )
el 144.8203.1263.1 343.9406.946805324 17 43,05  36.67%

0
m/z--> 0 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[T T T[T T[T TTT
3.103.203.303.40
H ‘ m/z 55.05 27.71%
O‘\\J\l\H“*l\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
P e
3.103.203.303.40
5000 ITI/Z 87.05 27.08%
oMﬂ A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2104: Acetamide, N-ethyl- R E  RAREARREEEES SRS
30.0 3.103.203.303.40
m/z 41.10 12.06%
5000
O‘JJJuﬁJe‘u‘H‘w‘u‘_‘u‘u‘W‘H‘_‘H‘H‘W‘H‘_ B RAmmRmeaEaEEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Data Path : Z
Data File : B

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
PB20535.D

Acqg On : 06 Jun 2024 03:54
Operator : MA/JU

Sample : P2714-01

Misc

ALS vial : 1

Quant Method
Quant Title

TIC Library

7 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 2 R-(-)-1,2-propanediol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
3.558 2.99 ng 245544  1,4-Dichlorobenzene-d4 7.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 83
2 Propylene Glycol 76 C3H802 000057-55-6 78
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
4 Isopropyl Alcohol 60 C3H80 000067-63-0 40
5 2-Hydrazinoethanol 76 C2H8N20 000109-84-2 9

Abundance  Scan 97 (3.558 min): BP020535.D\data.ms (-94) (-) m/z 45.05 100.00%
45,

5.0

5000

‘ 3.20 3.40 3.60 3.80
ol i 1311 20322650 336.6 4202 4892547 /o 4306  19.50%

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

Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 \‘HH‘H\/\\T\\H\‘HH‘\
3.20 3.40 3.60 3.80
m/z 60.95 6.33%
O‘\”\J‘\L\J“\J\H‘\\H’\H\‘\H\‘HH‘HH‘\\H‘\H\‘\H\‘\H\‘\

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

Abundance #1085: Propylene Glycol
45.0
S RERREEE R
3.20 3.40 3.60 3.80
5000 m/z 43.95 5.74%
Y

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

Abundance #1093: (S)-(+)-1,2-Propanediol T
45.0 3.20 3.40 3.60 3.80
m/z 42.05 3.62%
5000
L. e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.40 3.60 3.80
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Data Path : Z:\
Data File : BP@

Acqg On : 06
Operator : MA/
Sample . P27
Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP060524\
20535.D

Jun 2024 03:54

Ju

14-01

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 3 Cyclohexanamine, N,N-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.334 2.91 ng 239410 1,4-Dichlorobenzene-d4 7.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanamine, N,N-dimethyl- 127 C8H17N 000098-94-2 91
2 3-Piperidinone, 1-ethyl- 127 C7H13NO 043152-93-8 83
3 Cyclohexylamine, N-ethyl- 127 C8H17N 005459-93-8 64
4 Coniine, DL- 127 C8H17N 003238-60-6 59
5 2-Acetylpiperidine 127 C7H13NO 097073-22-8 59

Abundance Scan 739 (7.334 min): BP020535.D\data.ms (-730) (-)
84.0

m/z 84.05 100.00%

5000
R emmanai A
| ‘ ]4 7.00 7.20 7.40 7.60
ol hddl, 18102020 281.934114003 467.4 5335 ./, 71 19 22.50%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13655: Cyclohexanamine, N,N-dimethyl-
84.0
5000 L L R R R R

7.00 7.20 7.40 7.60
m/z 127.05 18.76%

ZTWﬂJ ‘

L e e
f [ I I I I I I I | I

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

o

Abundance #13551: 3-Piperidinone, 1-ethyl-
84.0
T T TR
7.00 7.20 7.40 7.60
5000 ITI/Z 42.10 13.36%
ol
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13631: Cyclohexylamine, N-ethyl- R AAREEEEERE
84.0 7.00 7.20 7.40 7.60
m/z 56.00 10.77%
5000
0 Hmﬁjcqul“u‘w“H‘H‘w“H‘H“_‘H“H‘_‘H“ st
m/z--> 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\BP060524\
Data File : BP020535.D

Acqg On : 06 Jun 2024 03:54
Operator : MA/JU

Sample : P2714-01

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 1-Phenoxypropan-2-ol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.269 2.78 ng 309676 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 93
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
5 Benzene, (1,1-dimethylethoxy)- 156 C1eH140 006669-13-2 53

Abundance Scan 1408 (11.269 min): BP020535.D\data.ms (-1400) (- m/z 93.95 100.00%

94.0
5000

—— ——
152.1 11.00 11.50

olasllll | 2520 3234 4201 400158 1 7710 2300

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol

94.0

4;%

5000 T =
11.00 11.50
152.0 m/z 152.05 15.93%
031‘1“9H!‘I}!1’1J”
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
et T
11.00 11.50
5000 m/z 78.00 15.70%
152.0
ofm“w,,
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30136: 1-Propanol, 2-phenoxy- Ty -
94.0 11.00 11.50

m/z 107.95 14.26%

5000
152.0
31.0 ‘ \\
0 [ ‘

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\BP060524\
Data File : BP020535.D

Acqg On : 06 Jun 2024 03:54
Operator : MA/JU

Sample : P2714-01

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 unknownl4.622 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.622  22.40 ng 3387630  Acenaphthene-d10 14.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 30
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 14
3 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 10
4 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO 1000420-35-2 10
5 Carbonic acid, prop-1-en-2-yl un... 256 C15H2803 1000382-90-6 10
Abundance Scan 1978 (14.622 min): BP020535.D\data.ms (-1970) (| m/z 43.10 100.00%

43.1
5000 101.1
‘ l 14:50 15.00

197.2 : :

0l MHH‘W,W | 28183408 44545079  m/z 57.16 56.13%

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
5000 = e
101.0 14.50 15.00
m/z 101.10  49.29%
O‘\‘\‘“I\‘U\A‘J\[\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
—— —
14.50 15.00
5000 ITI/Z 97.05 47 .38%
101.0
0_“‘3 : “,“““,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168310: Tetradecane, 1-bromo- = =
57.0 135.0 14.50 15.00
m/z 137.05  46.20%
5000
oL LU ‘MUWOMO‘ L N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020535.D

Acqg On : 06 Jun 2024 03:54
Operator : MA/JU

Sample : P2714-01

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 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.716 4.55 ng 844810  Phenanthrene-di10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 96
2 2-(4-Hydroxyphenyl)-4-methyl-1,3... 235 C11H9NO3S 1000460-14-7 53
3 4-tert-Butyl-2,6-dimethylphenol,... 250 C15H260Si 1000495-37-2 52
4 Silane, 9-anthracenyltrimethyl- 250 C17H18Si 056272-35-6 50
5 3-Amino-6-phenyl-1H-pyrazolo[3,4... 235 C13H9N5 1000410-58-2 49

Abundance Scan 2504 (17.716 min): BP020535.D\data.ms (-2499) (- m/z 235.10 100.00%

235.1
5000
57.1

—T
”’ ‘ 1 115.0 175,0‘ 17.50 18.00
Wl |

bbbl s L Ly L} 292.9351.9 415.4476.65385 Ty s 57 19 30.37%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #135798: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr
235.0

5000

o

—
17.50 18.00
m/z 207.10  26.31%

e ||
| [ |
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #116930: 2-(4-Hydroxyphenyl)-4-methyl-1,3-thiazole-5-cz
235.0

—
17.50 18.00
5000 m/z 45.05  20.93%

120.0
45.0 ‘
O O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #135891: 4-tert-Butyl-2,6-dimethylphenol, trimethylsilyl et 7
235.0 17.50 18.00

m/z 43.10 17.14%

5000
73.0
I-SOJ [ 0

O o B R e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020535.D

Acqg On : 06 Jun 2024 03:54
Operator : MA/JU

Sample : P2714-01

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 7 Benzene, (1-methyldodecyl)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.898 4.48 ng 832291  Phenanthrene-di10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 81
2 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 70
3 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 70
4 Benzene, (1-methylheptyl)- 190 C14H22 000777-22-0 53
5 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 53

Abundance Scan 2535 (17.898 min): BP020535.D\data.ms (-2528) (- m/z 105.05 100.00%
105.1

N

5000
1750 1800
411 260.1 : :
Obrrdashd o L75L SO7 3321 3092 4986 ;106,05  13.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #148574: Benzene, (1-methyldodecyl)-
105.0
5000 . —
17.50 18.00
m/z 91.00 11.40%
0 “13;0 | 166.0 260.0
‘\\\\“\\“\\‘\‘!1\’\\\\‘1[1\‘}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96886: Benzene, (1-methylnonyl)-
105.0
- —
17.50 18.00
5000 ITI/Z 41.10 7.32%
41.0 218.0
0ttt e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #114094: Benzene, (1-methyldecyl)- “ —
105.0 17.50 18.00
m/z 260.10 4.67%
5000
232.0
Ol e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
BP020535.D
: 06 Jun 2024 03:54

Operator : MA/JU

Sample
Misc
ALS vial : 17

Quant Method
Quant Title

TIC Library

. P2714-01

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 8 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.157 7.91 ng 1468910  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 74

Abundance Scan 2579 (18.157 min): BP020535.D\data.ms (-2574) (- m/z 73.00 100.00%

73.0
5000
‘1%1 213.2 — —
18.00 18.50
74.1
o_“”"'w\ ”w‘u‘””m‘éﬂH“3‘32‘1‘”“‘1‘?“““‘7??‘5‘}94 m/z 43.10 91.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — ——
129.0 18.00 18.50
m/z 59.95 87.36%
0 I “ [ m J\ .M il ‘ :}?ﬂ b l
‘\\\‘ \\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid

73.0

—r—
18.00 18.50
5000 m/z 55.10

171.0
bl L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #109281: Tetradecanoic acid —— —
73.0 18.00 18.50
m/z 57.10 73.77%
5000
L 228.0
o tllizal L S—
m/z--> 0 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\BP060524\
Data File : BP020535.D

Acqg On : 06 Jun 2024 03:54
Operator : MA/JU

Sample : P2714-01

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 9 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.357 3.39 ng 629058  Phenanthrene-di10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 60
2 Sarcosine, N-(2-methylbenzoyl)-,... 263 C15H21NO3 1000321-16-7 40
3 2,4-Di-tert-butylphenoxytrimethy... 278 C17H300Si 053925-65-8 30
4 Ethanone, [1-(2,5-diphenyl-2H-1,... 263 C16H13N30 322647-34-7 27
5 Acetic acid, 2-(4,4-dimethyl-1-c... 382 C25H3403 1000156-95-0 22

Abundance Scan 2613 (18.357 min): BP020535.D\data.ms (-2609) (- m/z 91.05 100.00%

91.0
5000 2631
= S
\‘ 38 18.00 1850
Ol s L L L 336.4 4051 8002 7 199,65 51.75%

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

Abundance #171082: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0

-

5000 T ‘ ‘
18.00 18.50
m/z 263.10 51.44%

570 1470

Ju \’ A .u‘ al %105\.0\ L
‘\\\\[\ff\[\T!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151724: Sarcosine, N-(2-methylbenzoyl)-, butyl ester

o

o

119.0
— : :
18.00 18.50
5000 m/z 57.10 26.92%
263.0
0 41'0\ J \‘19‘0'0
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #171122: 2,4-Di-tert-butylphenoxytrimethylsilane — ——
263.0 18.00 18.50
m/z 41.10 17.05%

5000
73.0

175.0
150, | | .
0 R et e ek e e e e e

‘\ \ \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

3

8270E-BP052924.M Thu Jun 06 12:03:15 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020535.D

Acqg On : 06 Jun 2024 03:54
Operator : MA/JU

Sample : P2714-01

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 10 Benzene, (1-methylundecyl)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.645 5.08 ng 942058  Phenanthrene-d1e 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 64
2 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 64
3 Benzene, (1-methylnonyl)- 218 C1l6H26 004537-13-7 64
4 Benzene, (1-methyltridecyl)- 274 C20H34 004534-59-2 58
5 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 56

Abundance Scan 2662 (18.645 min): BP020535.D\data.ms (-2658) (- m/z 105.10 100.00%
105.1

—

5000
1850  19.00
41.1 274.3 . . :
Ol pothh o 290L 7178321 4013 4842549, v/ 106.10  13.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #148575: Benzene, (1-methyldodecyl)-
105.0
5000 —r —_—
18.50 19.00

m/z 91.00 10.13%

L, 1650 2900
‘\\\\‘\\!1‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131090: Benzene, (1-methylundecyl)-
105.0

7
18.50 19.00

o

5000 ITI/Z 41.10 4.,99%
O il 680 2960
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96886: Benzene, (1-methylnonyl)- 7 —
105.0 18.50 19.00

m/z 104.05 4.78%

5000
41.0 l 218.0
I

0‘HWPM‘HVH“_‘H,ﬂ‘w“u‘u‘w‘u“u‘w‘u‘_“w‘ T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
BP020535.D
: 06 Jun 2024 03:54

Operator : MA/JU

Sample
Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

. P2714-01

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 11 Octadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.480 2.41 ng 427911  Chrysene-di12 21.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 91

2 n-Decanoic acid 172 C10H2002 000334-48-5 89
3 Heneicosanoic acid 326 C21H4202 002363-71-5 78
4 Pentadecanoic acid, 15-bromo- 320 C15H29Bro02 056523-59-2 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2804 (19.480 min): BP020535.D\data.ms (-2801) (- m/z 73.00 100.00%
73.0
5000
1611 5,05 i
MMM L, ‘\ 61 3834 4525 534.4 ——
0t "HM”*“'““w:nu‘wu\wmwm A m/z 57.10  88.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179092: Octadecanoic acid
43.0
5000
129.0 284.0 19.50
m/z 43.10 88.17%
0\‘\ l‘ WHHMJ‘H‘\Hl\lll\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #46966: n-Decanoic acid
73.0
—
19.50
5000 m/z 60.00 88.14%
‘ 143.0
0l "J‘Jé\“ww"""‘H"‘H_m‘wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232199: Heneicosanoic acid R
43.0 326.0 19.50
m/z 55.10 85.76%
129.0
5000
227.0
MEE O A .
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\BP060524\
Data File : BP©20535.D

Acqg On : 06 Jun 2024 03:54

Operator : MA/JU

Sample : P2714-01

Misc

ALS vial : 17 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 12 n-Octylpentaoxyethylene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.569 2.45 ng 434899  Chrysene-di12 21.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Octylpentaoxyethylene 350 C18H3806 019327-40-3 64
2 Pentaethylene glycol 238 C10H2206 004792-15-8 52
3 Hexaethylene glycol 282 C12H2607 002615-15-8 52

4 1,4,7,10,13,16-Hexaoxanonadecane... 318 C16H3006
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409

1000163-64-0 50
005117-19-1 47

Abundance Scan 2819 (19.569 min): BP020535.D\data.ms (-2815) (- m/z 45.05 100.00%
45.0
5000
R \
l“ 217.2 19.50
ol "“n'J"W'W‘M‘m 1..,282.03312 4083 4825545¢ 1/, 57.10  70.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259455: n-Octylpentaoxyethylene
45.0
5000 — :
19.50
1330 m/z 89.05 46.94%
O‘H“\‘r‘\‘!h‘\‘h\‘M“\M\\”’\'\2\91\9\?‘6%\0\‘HH‘HH‘HH‘HH“\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #120150: Pentaethylene glycol
45.0
R \
19.50
5000 ITI/Z 43.10 46.91%
obdd 1.l 13301050
P e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175222: Hexaethylene glycol T
45.0 19.50
m/z 71.1@ 32.97%
5000
133.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BP052924.

M Thu Jun @06 12:03:21 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020535.D

Acqg On : 06 Jun 2024 03:54
Operator : MA/JU

Sample : P2714-01

Misc

ALS vial : 17 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 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 1,4,7,10,13,16-Hexaoxacyclo... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

26.527 2.6 ng 400732 Chrysene-d1z 21.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual

11,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 60
2 Heptaethylene glycol 326 C14H3008 005617-32-3 53
3 Hexaethylene glycol 282 C12H2607 002615-15-8 53
4 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 49
51,4,7,10,13,16-Hexaoxanonadecane... 318 C16H3006 1000163-64-0 49

Abundance Scan 2982 (20.527 min): BP020535.D\data.ms (-2980) (- m/z 45.00 100.00%
45.0

5000

U
20.50
m/z 57.10 64.95%

L 281.1 348.1 428.1488.6547.
A

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

Abundance  #152473: 1,4,7,10,13,16-Hexaoxacyclooctadecane
45.0

o

5000 \

—
20.50
m/z 89.00 56.72%

133.0
0 “‘ JI J‘.‘J " ‘ I 2210

IREAREEE \‘Hr‘\‘r\\!‘\r\\‘\\\\‘\H\‘\H\‘\H\‘\\H‘HH‘\

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

Abundance #231001: Heptaethylene glycol
45.0
—r—
20.50
5000 m/z 43.10 55.61%
133.0
ol lil L2070 2830
e e e e e

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

Abundance #175224: Hexaethylene glycol 7 ‘
45.0 20.50
m/z 55.10 43.38%
5000
133.0
01‘\]}"\252.0“ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50

8270E-BP052924.M Thu Jun 06 12:03:22 2024
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020535.D

Acqg On : 06 Jun 2024 03:54
Operator : MA/JU

Sample : P2714-01

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... 3.040 144.8 ng 11908300 1 7.769 1644660 20.0
R-(-)-1,2-propa... 3.558 3.0 ng 245544 1 7.769 1644660 20.0
Cyclohexanamine... 7.334 2.9 ng 239410 1 7.769 1644660 20.0
1-Phenoxypropan... 11.269 2.8 ng 309676 2 10.540 2228910 20.0
unknownl4.622 14.622 22.4 ng 3387630 3 14.392 3024080 20.0
Benzoic acid, 3... 17.716 4.5 ng 844810 4 17.198 3712360 20.0
Benzene, (1-met... 17.898 4.5 ng 832291 4 17.198 3712360 20.0
n-Hexadecanoic ... 18.157 7.9 ng 1468910 4 17.198 3712360 20.0
3,5-di-tert-But... 18.357 3.4 ng 629058 4 17.198 3712360 20.0
Benzene, (1-met... 18.645 5.1 ng 942058 4 17.198 3712360 20.0
Octadecanoic acid 19.480 2.4 ng 427911 5 21.663 3550540 20.0
n-Octylpentaoxy... 19.569 2.5 ng 434899 5 21.663 3550540 20.0
1,4,7,10,13,16-... 20.527 2.3 ng 400732 5 21.663 3550540 20.0
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