LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060324\
Data File : BP020491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc :

ALS vial : 6 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@20491.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.022 3 6 22 rVB 7618014 9581583 66.43% 11.220%
2 5.334 390 399 406 rBV 1737791 2631177 18.24% 3.081%
3 6.887 654 663 670 rBV 1084974 1672595 11.60% 1.959%
4 7.722 796 805 812 rBV 754967 1278183 8.86% 1.497%
5 8.875 994 1001 1010 rVB 2732916 4385409 30.40% 5.135%

6 9.428 1090 1095 1102 rVB 111378 176392 1.22%
7 10.281 1230 1240 1244 rBV3 108572 233235 1.62%
8 10.499 1268 1277 1289 rVB 1108613 1841528 12.77%
9 10.793 1312 1327 1334 rBV 2874584 4368083 30.28%
10 10.910 1340 1347 1353 rBV4 120891 278401 1.93%
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11 11.046 1360 1370 1374 rBV 383558 682324 4
12 11.104 1375 1380 1384 rVV 289127 527958 3
13 11.146 1384 1387 1394 rVB3 77883 144728 1.00%
14 11.234 1395 1402 1408 rBV 1701072 2677316 18
15 11.304 1408 1414 1427 rVB3 956035 2014362 3
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16 11.457 1435 1440 1446 rBV4 108499 210489 1.46%
17 11.846 1500 1506 1514 rBV 209110 377556 2.62% 0.442%
18 12.975 1691 1698 1705 rBV 5535613 9748436 67.59% 11.415%
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19 13.816 1835 1841 1848 rVB 325147 508698 3.53% 0.596%
20 14.363 1927 1934 1940 rBV 1580873 2404140 16.67%  2.815%
21 14.581 1966 1971 1979 rVB2 182146 289471 2.01% ©.339%
22 15.228 2075 2081 2085 rBV 148759 240129 1.66% 0.281%
23 15.275 2085 2089 2092 rBV 277337 429853 2.98% 0.503%
24 15.363 2102 2104 2114 rVB 115401 208949 1.45% ©.245%
25 15.775 2169 2174 2180 rBv2 99348 148739 1.03% 0.174%

26 15.881 2185 2192 2203 rVV 5046211 7326949 50.
27 16.681 2322 2328 2334 rVB3 98853 215213 1.49%
28 16.945 2365 2373 2380 rBV 847244 1136636 7.88%
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29 17.181 2407 2413 2421 rBV 1890129 2873643 19.92% 365%
30 17.475 2459 2463 2466 rBV2 97188 166117 1.15% 195%
31 17.516 2466 2470 2472 rVV2 183430 257918 1.79% ©.302%
32 17.545 2472 2475 2477 rVW 138292 192493 1.33% 0.225%
33 17.575 2477 2486 2488 rVV 191790 394831 2.74%  0.462%
34 18.139 2571 2576 2594 rBV2 765680 1308446 9.07% 1.532%
35 19.357 2775 2783 2785 rBV3 153756 342437 2.37% 0.401%

36 19.416 2786 2793 2795 rBV 196172 395890 2.74%  0.464%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060324\
Data File : BP020491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc

ALS vial : 6 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

37 19.480 2800 2804 2814 rVB2 433599 997906  6.92% 1.169%
38 19.816 2857 2861 2867 rVB 146754 207679  1.44% 0.243%
39 19.933 2875 2881 2891 rBV 10587268 14423726 100.00% 16.890%
40 20.063 2899 2903 2914 rVB 114427 235263 1.63% 0.275%

41 20.263 2933 2937 2941 rVB 158749 201286 1.40% ©.236%
42 20.527 2978 2982 2989 rVB 358196 475864  3.30% 0.557%
43 21.345 3116 3121 3129 rBV 298816 527077 3.65% ©.617%
44 21.639 3165 3171 3182 rVB2 1695208 3119672 21.63% 3.653%
45 25.010 3734 3744 3762 rVB2 1194961 3537742 24.53% 4.143%

Sum of corrected areas: 85396522
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060324\
Data File : BP020491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc

ALS vial : 6 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: BP020491.D\data.ms

le+07
8000000D22
6000000

4000000
8.875 10.793

2000000 5.334 11.234
A 6.887 10.499 | 11304

7.722
ﬂ 9.428 10.281, 10: .4511.846

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\TA‘—'\T‘_\’TA\A‘\\\\‘\\\

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: BP020491.D\data.ms

19.933
le+07

8000000

60000007 975 15 881

4000000

17.181 21.639

2000000 14.363
16.94 18.139
13.816 ILLJ%& 14835 7715 16.681]\M4@6%527 Ay

O o L e e B e B . o e e e AL B e e e B LA e 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
Abundance TIC: BP020491.D\data.ms

le+07

8000000

6000000

4000000

2000000 25010

0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BP060324\
Data File : BP020491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc

ALS vial : 6 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.
3.022 149.93 ng 9581580 1,4-Dichlorobenzene-d4 7.722

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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance Scan 6 (3.022 min): BP020491.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 K
RN aREmmEEEEES S
‘ 3.103.203.303.40

0ok 1323 20912716 347140664691527.2 1) 4310  36.50%

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 1
3.103.203.303.40
H ‘ m/z 55.10  27.54%
O‘\\J\l\H‘H\J\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
3.103.203.303.40
5000 m/z 87.10 26.61%
om“,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2104: Acetamide, N-ethyl-
30.0 3.103.203.303.40
m/z 41.10 11.78%
5000 j\
0 JJJM%Ce‘u‘H‘w‘H‘_‘H‘H‘W‘H‘M‘H‘HH‘H‘W‘ S
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\BP060324\
Data File : BP020491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc

ALS vial : 6 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 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.281 2.53 ng 233235 Naphthalene-d8 10.499
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 64
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
3 Ethylene glycol diglycidyl ether 174 C8H1404 002224-15-9 59
4 2-Propanol, 1-(2-methylpropoxy)- 132 C7H1602 023436-19-3 53
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 45
Abundance Scan 1240 (10.281 min): BP020491.D\data.ms (-1230) (- m/z 57.05 100.00%
57.0
- AJ\NJ\/W
= —
‘ “ 71 10.00 10.50
ol A2 1928 28003409 4199 5189 1. 45 00 85.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 . =
10.00 10.50
‘ m/z 41.05 45.04%
‘ 132.0
O ’\\Il‘f“\h\h‘\u\!\\\'\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0
—— —
10.00 10.50
5000 m/z 71.05 20.15%
ol UM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49497: Ethylene glycol diglycidyl ether T —T
29.0 10.00 10.50
m/z 56.05 19.18%
5000
‘ 100.0
0 m“HMHH,mwHwm_m_m_m‘mwmw el —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Z:\

. 03
: MA/

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP060324\

BP020491.D

Jun 2024 15:45
Ju

. P2636-01

. 6

hod
le

ry

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 3 2-Propanone, 1-phenoxy- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.793 47.44 ng 4368080 Naphthalene-d8 10.499
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanone, 1-phenoxy- 150 CS9H1e02 000621-87-4 80
2 Benzene, nitroso- 107 C6H5NO 000586-96-9 50
3 3-Penten-2-one, 3-(2-furanyl)- 150 C9H1002 056335-77-4 50
4 Benzene, l-ethoxy-4-ethyl- 150 C10H140 001585-06-4 42
5 Phenoxyacetamide 151 C8H9NO2 000621-88-5 42

Abundance Scan 1327 (10.793 min): BP020491.D\data.ms (-1312) (- m/z 77.00 100.00%
71.0
150.1
5000
\ 10.50 11.00
Ol o L1 208:9266.9326.9386.8445.1503.6 /7 150.05 60.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28296: 2-Propanone, 1-phenoxy-
43.0
107.0
5000 —r e
10.50 11.00
l m/z 43.00 60.61%
O“hlhlﬂl!l’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5796: Benzene, nitroso-
71.0
—r— ~—
10.50 11.00
5000 m/z 107.00 58.60%
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28349: 3-Penten-2-one, 3-(2-furanyl)- — T
43.0 10.50 11.00
m/z 79.05 30.01%
107.0
5000
o’w\, S | E— ¥
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

8270E-BP052924.M Tue Jun 04 12:05:50 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060324\
Data File : BP020491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc

ALS vial : 6 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 unknownl1©.910 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.910 3.02 ng 278401 Naphthalene-d8 10.499
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 25
2 Butanoic acid, 2,3-dimethyl-, et... 144 C8H1602 054004-42-1 22
3 Decane, 3-methyl- 156 C1l1H24 013151-34-3 22
4 Sulfurous acid, dodecyl pentyl e... 320 C17H3603S 1000309-14-5 22
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 20

Abundance Scan 1347 (10.910 min): BP020491.D\data.ms (-1340) (- m/z 102.05 100.00%

43.01102.1
5000
A SN
! \” 63.0 327.2 1100
ol ML L2630 | 266:0327.2 4252 4980 n/; 7105  96.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #206618: Sulfurous acid, pentyl undecyl ester
71.0
5000 R
11.00
m/z 43.05 92.75%
JLWL\UH}S?02190
O‘\\\\’\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24267: Butanoic acid, 2,3-dimethyl-, ethyl ester

-

43.0 102.0
=
11.00
5000 m/z 57.05 88.86%
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33092: Decane, 3-methyl- =
57.0 11.00
m/z 41.05 77.62%
5000
| 127.0
o -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060324\
Data File : BP020491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc

ALS vial : 6 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-(1-tert-Butoxypropan-2-yl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.046 7.41 ng 682324  Naphthalene-d8 10.499
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H2203 132739-31-2 64
2 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 64
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
4 4,8,12,16-tetraoxaeicosan-1-ol 306 C16H3405 1010397-63-6 59
5 1-(1-Methoxypropan-2-yloxy)propa... 232 C12H2404 1010367-13-4 59

Abundance Scan 1370 (11.046 min): BP020491.D\data.ms (-1360) (- m/z 59.05 100.00%
59.0

5000

—

T
.o

et 2330 206,9264.9 3268 397.6 468.85288 | /7 103.05  24.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #64374: 1-(1-tert-Butoxypropan-2-yloxy)propan-2-ol
59.0

o

-

5000 \‘ T

11.00
m/z 41.05 20.36%

J‘ lm " \‘ \146.0

R H\[MH"HH’\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-

o

2

59.0
T 7
11.00
5000 m/z 57.05 18.93%
}H ‘146.0
oA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17328: 1-Propanol, 2-(2-hydroxypropoxy)- P ‘
59.0 11.00
m/z 45.05 14.42%
) MM‘NL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060324\
Data File : BP020491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc

ALS vial : 6

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 6 Methane, diethoxy- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.104 5.73 ng 527958 Naphthalene-d8 10.499
Hit# of 5 Tentative ID MW MolForm CASH# Qual

ethane, diethoxy- 104 C5H1202 000462-95-3 72
-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H2203 132739-31-2 72
-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 64
8,12,16-tetraoxaeicosan-1-o0l 306 C16H3405 1010397-63-6 59
(1-Methoxypropan-2-yloxy)propa... 232 C12H2404 1010367-13-4 59

)

VA wWwN R
RANR=

Abundance Scan 1380 (11.104 min): BP020491.D\data.ms (-1375) (- m/z 59.10 100.00%
59.1

—

5000
—— —
H ‘ ‘ 146.1 11.00 11.50
Ol b 72922069 280.9 3515413.7 487.7548:  1/z 1@03.05  25.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5365: Methane, diethoxy-
31.0
5000 P~ P
103.0 11.00 11.50
m/z 57.10 18.22%
O‘\L\ \“H‘ \J\‘\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance  #64374: 1-(1-tert-Butoxypropan-2-yloxy)propan-2-ol
59.0

-

e T
11.00 11.50

5000 m/z 41.10 17.98%

J‘ lm It \‘ ‘146'0

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

Abundance #49775: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethox —— —
59.0 11.00 11.50

m/z 45.00 15.70%

o

=

5000

LM

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060324\
Data File : BP020491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc

ALS vial : 6 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 1-Phenoxypropan-2-ol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.234 29.08 ng 2677320  Naphthalene-d8 10.499
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 DL-Gabaculine 139 C7H9ONO2 059556-18-2 64
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
Abundance Scan 1402 (11.234 min): BP020491.D\data.ms (-1395) (- | m/z 94.00 100.00%
94.0
5000
152.1 —— —
35J\$|\ ‘ l 211.6  324.8383.6442.9  540.¢ 11.00 1150
O LSRR PETEORIBIET T m/z 77.00  27.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
5000 ‘_/\H_
11.00 11.50
31w ‘\ 152.0 m/z 78.00 18.19%
O‘ “uI\“’lLll1\“‘\‘f\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
— —
11.00 11.50
5000 m/z 152.05 17.03%
152.0
sl
0‘\\‘LH\“,‘J“\‘\m\‘\u\‘\uWuWu\,\m,\m,\m,\m,\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19881: Ethanol, 2-phenoxy- —— —
94.0 11.00 11.50

m/z 107.95 16.91%

5000 /\
27.
0 “m‘ II I —

i e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00 11.50

8270E-BP052924.M Tue Jun 04 12:05:55 2024 Page: 10



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060324\

BP020491.D
: 03 Jun 2024 15:45
: MA/JU
: P2636-01
: 6 Sample Multiplier: 1

ry

: 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 8 1,3-Dioxane, 2-ethyl-5-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.304 21.88 ng 2014360 Naphthalene-d8 10.499
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxane, 2-ethyl-5-methyl- 130 C7H1402 020627-54-7 50
2 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 47
3 1-tert-Butoxy-2-methoxyethane 132 C7H1602 066728-50-5 35
4 Silane, ethenylmethoxydimethyl- 116 C5H120Si 016546-47-7 35
5 4-Ethyl-4-heptanol 144 CS9H200 000597-90-0 25

Abundance Scan 1414 (11.304 min): BP020491.D\data.ms (-1408) (- m/z 57.10 100.00%

57.1
5000
— e
‘ \ F]_5_1 11.00 11.50
ol ka7, 1882 2806 3571 427.04954 ., 101,65 69.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15494: 1,3-Dioxane, 2-ethyl-5-methyl-
101.0
5000 = ——
42, 11.00 11.50
‘ m/z 59.00 65.02%
O‘\\\L"‘ \lU\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

—

Abundance #15687: 3-Hexanol, 4-ethyl-
59.0
— —
11.00 11.50
5000 ITI/Z 41.10 42.33%
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16562: 1-tert-Butoxy-2-methoxyethane T —
57.0 11.00 11.50
m/z 43.10 34.82%
5000
117.0
o_ufhui‘\ "\‘\\\\\\\\\ A~ SaSS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50

Page: 11
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060324\
Data File : BP020491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc

ALS vial : 6 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 unknownll.457 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.457 2.29 ng 210489 Naphthalene-d8 10.499
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2,2-dimethyl-3-ox... 144 C7H1203 038923-57-8 30
2 Diethylene glycol 2-ethylhexyl e... 260 C14H2804 1000506-26-1 27
3 2-Imidazolidinethione 102 C3H6N2S 000096-45-7 22
4 2-Propanamine, N-methyl-N-nitroso- 102 C4H1@N20 030533-08-5 18
5 2-Octenoic acid, 4,5,7-trhydroxy 190 C8H1405 1000196-68-2 16

Abundance Scan 1440 (11.457 min): BP020491.D\data.ms (-1435) (- m/z 102.05 100.00%

102.1
43.0
5000
s
(11—
o MALLILL, 2070 280.9 354.04184482.9543C ./, g7.0p 87.35%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23918: Butanoic acid, 2,2-dimethyl-3-oxo-, methyl ester

—

102.0
43.0
5000 T
11.50
m/z 43.05 70.78%
0 \\“\L"‘HJ\LH \l\\\‘\\\\‘\\\\‘H\\‘\\H‘\\H‘\\H‘\\H‘\\H‘\

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #148069: Diethylene glycol 2-ethylhexyl ether, acetate

-

87.0
—
11.50
5000 m/z 41.05 47 .59%
e IV UL
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4712: 2-Imidazolidinethione —
102.0 11.50
m/z 55.00 46.94%
30.0
5000
o"Mwnhy‘w‘“_"w“u"H“‘H“H“_“‘_“w“u“ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50

8270E-BP052924.M Tue Jun 04 12:05:58 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060324\
Data File : BP020491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc

ALS vial : 6 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 Phenol, p-tert-butyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.845 4.10 ng 377556  Naphthalene-d8 10.499
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 97
2 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
3 Hexestrol 270 C18H2202 000084-16-2 72
4 Phenol, 2-(1,1-dimethylethyl)- 150 C1eH140 000088-18-6 72
5 Imidazo[1,2-c]pyrimidin-5-0l 135 C6H5N30 055662-66-3 58
Abundance Scan 1506 (11.846 min): BP020491.D\data.ms (-1500) (- m/z 135.05 100.00%
135.1
5000 /\\
411 l ‘ 11. 50 12. 00
b rbpbblly 111930 2811 38584515 8420 ./, 167 05  41.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000
11. 50 12 00
m/z 150.0 17.67%
7.
O,‘?\\Uf\‘\‘fﬁ[\\f\!\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27473: Phenol, m-tert-butyl-
135.0
11. 50 12 00
5000 m/z 95.00 14.38%
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161260: Hexestro
135.0 11. 50 12 00
m/z 41.10 11.07%
5000
77.0
ob i) 212.0270.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

8270E-BP052924.M Tue Jun 04 12:05:59 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060324\
Data File : BP020491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc

ALS vial : 6 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 11 unknownl14.581 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.581 2.41 ng 289471  Acenaphthene-di10 14.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, di(but-2-en-1-yl) e... 254 C14H2204 1000324-71-1 38
2 Succinic acid, ethyl 2-ethylcycl... 256 C14H2404 1000330-20-1 38
3 Succinic acid, ethyl 4-methylpen... 230 C12H2204 1000349-21-8 35
4 Succinic acid, ethyl 4-heptyl ester 244 C13H2404 1000349-26-3 27
5 6,6-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 104518-69-6 25
Abundance Scan 1971 (14.581 min): BP020491.D\data.ms (-1966) (- m/z 55.00 100.00%
55.0
129.0
5000
L \
\ H \ ; 14.50
oL ALLIILLL 1970 2989 4039 47925447 ./ 139.00  64.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140364: Adipic acid, di(but-2-en-1-yl) ester
129.0
5000 et :
55.0 14.50
m/z 111.00 63.98%
\‘ 200.0
O\‘\‘\H‘\\‘\\‘\l\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #143015: Succinic acid, ethyl 2-ethylcyclohexyl ester
129.0
L \
14.50
5000 m/z 101.05 44 . 86%
GQF
0 ”H**‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #111203: Succinic acid, ethyl 4-methylpent-2-yl ester P
129.0 14.50
m/z 41.05 43.51%
5000
43.0
oLl ez -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50

8270E-BP052924.M Tue Jun 04 12:06:01 2024 Page: 14



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP060324\

Data File : BP©20491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc

ALS vial : 6

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 12 Propanol, [(butoxymethyleth... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.275 358 ng 429853  Acenaphthene-dle 14.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual

ropanol, [(butoxymethylethoxy)m... 248 C13H2804 055934-93-5 74
-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 64
»4,7-Trimethyl-3,6-dioxaoctane-... 192 C9H2004 1000423-63-2 64
-(1-Methoxypropan-2-yloxy)propa... 260 C14H2804 1000367-13-1 59
-Propanol, 2-(2-methoxy-1-methy... 148 C7H1603 055956-21-3 59

VA wWwN R
PR RN

Abundance Scan 2089 (15.275 min): BP020491.D\data.ms (-2085) (- m/z 59.10 100.00%

59.1
5000

117.1 L
15.00 15.50

175.1 7
ol dioil 1751 om0 sssomenareasiss 117,00 16.89%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132985: Propanol, [(butoxymethylethoxy)methylethoxy]-
59.0

5000 T
15.00 15.50
11(0 m/z 41.05 15.04%
0‘\\‘\‘\“’ \1\‘\‘l\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67421: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(ox
59.0
— —
15.00 15.50
5000 ITI/Z 45.10 10.94%

o

’ 1?7.0
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #67418: 1,4,7-Trimethyl-3,6-dioxaoctane-1,8-diol T
59.0 15.00 15.50

m/z 42.10 7.58%

5000 JM
L) gre

O e e e ol —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

8270E-BP052924.M Tue Jun 04 12:06:02 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060324\
Data File : BP020491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc

ALS vial : 6 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 13 2-Propanol, 1-chloro-, phos... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.045  7.01ng 1136640 Phenanthrene-d1e 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propanol, 1-chloro-, phosphate... 326 C9H18C1304P 013674-84-5 91
2 Bis(1-chloro-2-propyl)(3-chloro-... 326 C9H18C1304P 137909-40-1 58

3 Tris(2-chloropropyl) phosphate 326 C9H18C1304P 006145-73-9 38
4 Bis(3-chloro-1-propyl)(1-chloro-... 326 C9H18C1304P 137888-35-8 27
5 Tris(3-chloropropyl) phosphate 326 C9H18C1304P 001067-98-7 25

Abundance Scan 2373 (16.945 min): BP020491.D\data.ms (-2365) (- m/z 98.95 100.00%
0

41.0 99.
5000 201.0

T
2769 17.00

o‘u‘uuww‘W‘hlmuJ&ww‘nc‘u35+94ﬁ+9‘ﬂ9ﬂﬁu‘_ m/z 125.00  95.71%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232392: 2-Propanol, 1-chloro-, phosphate (3:1)
125.0
5000 T
41.0 201.0 770 17.00

m/z 41.05 91.48%

i J\ | J l .‘J J Ll \ |
‘\\\\‘\\\\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232395: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phospt
99.0

o

17.00
5000 41.0 157.0 m/z 201.00 40.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232388: Tris(2-chloropropyl) phosphate A
125.0 17.00
41.0 m/z 156.95 38.30%
5000
201.0 277.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00

8270E-BP052924.M Tue Jun 04 12:06:03 2024 Page: 16



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP060324\

Data File : BP©20491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc

ALS vial : 6

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 14 4,8,12,16-tetraoxaeicosan-1-o0l Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
17.575  2.75ng 304831 Phenanthrene-dio 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4.8.12.16-tetraoxaeicosan-1-0l 306 C16H3405 1010397-63-6 50

096077-04-2 42
055934-93-5 42
055956-25-7 40
1000423-63-2 38

2 Tri(propylene glycol) propyl ether 234 C12H2604
3 Propanol, [(butoxymethylethoxy)m... 248 C13H2804
4 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803
5 1,4,7-Trimethyl-3,6-dioxaoctane-... 192 C9H2004

Abundance Scan 2480 (17.575 min): BP020491.D\data.ms (-2477) (] ' m/z 59.10 100.00%

59.1
5000
1171 G ‘
17.50
207.1
Ok ST 2820 3551 4408 5112 n/; 117,10 23.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #206623: 4,8,12,16-tetraoxaeicosan-1-ol
59.0
5000 —— :
17.50
1170 m/z 41.00 12.39%
0 H\ ‘M ‘1 Ly 1‘ 1750
‘\\\\‘ \\\‘\\1\‘\\\1‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

>

Abundance #115774: Tri(propylene glycol) propyl ether
59.0
T
17.50
5000 m/z 43.10 10.02%
117.0
ST VRIEE Y R—
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #132985: Propanol, [(butoxymethylethoxy)methylethoxy]- e
59.0 17.50
m/z 45.00 8.22%

5000

117.0

Z

ol f o -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.50

8270E-BP052924.M Tue Jun 04 12:06:05 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060324\
Data File : BP020491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc

ALS vial : 6 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 15 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.139 9.11 ng 1308450  Phenanthrene-d10 17.186
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55

Abundance Scan 2576 (18.139 min): BP020491.D\data.ms (-2571) (- m/z 73.00 100.00%

73.0
5000

2131 == ==
w“ H 18.00 18.50
Ut ‘M‘HHW%‘7?7‘13”3%?”“4‘1‘5“1_“‘9?‘9“_ m/z 43.10  92.02%
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 T
18.00 18.50
” 213.0 m/z 60.00 91.69%
O‘\\\\I"‘\l\“‘\h\“\\‘\1f\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
—— —
18.00 18.50
5000 ITI/Z 57.05 73.93%
171.0
o}ﬂJmmm‘J
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid — —
73.0 18.00 18.50
m/z 41.05 72.05%
5000
L 199.0
ols: \HHIJ 1990 | | ‘

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

8270E-BP052924.M Tue Jun 04 12:06:07 2024 Page: 18



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\BP060324\

TIC Library

BP020491.D
: 03 Jun 2024 15:45
: MA/JU
: P2636-01
: 6 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 16 Butanamide, 3-methyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
19.357 2.38ng 342437 Phenanthrene-dio 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanamide, 3-methyl- 101 cshiNO 000541-46-8 58

1010397-63-6 56
003587-64-2 53
053778-72-6 53
000625-06-9 53

1

2 4,8,12,16-tetraoxaeicosan-1-ol 306 C16H3405
3 2-Propanol, 1-methoxy-2-methyl- 104 C5H1202

4 2-Butanol, 3-methoxy- 104 C5H1202
5 2-Pentanol, 2,4-dimethyl- 116 C7H160

Abundance Scan 2783 (19.357 min): BP020491.D\data.ms (-2775) (- m/z 59.10 100.00%

59.1
5000
117.1 = —r
‘ | J 17515330 19.00 19.50
Ol 1772350 296,1354.9 418.2477.0 5448 /7 117.10  20.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4585: Butanamide, 3-methyl-
59.0
5000 = —r
19.00 19.50
m/z 41.10 15.70%
O‘\\‘J\}‘J \‘\‘l\“HH‘HH‘\\H‘\H\‘\H\‘\H\‘H\\‘H\\‘HH‘\

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

-

Abundance #206623: 4,8,12,16-tetraoxaeicosan-1-ol
59.0
P ‘ ‘
19.00 19.50
5000 ITI/Z 57 .00 12.62%
117.0
Wl 1750
oL R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5411: 2-Propanol, 1-methoxy-2-methyl- — —
59.0 19.00 19.50
m/z 43.10 9.34%
- A
o_wduﬂuJu"_‘H‘w_‘H_H‘_Hwwm‘www - —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

. 6

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060324\
BP020491.D
: 03 Jun 2024 15:45
: MA/JU
: P2636-01
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 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 17 2,5,8,11-Tetraoxatetradecan... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.416  2.76ng 305890 Phenanthrene-d1o 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanol, [(butoxymethylethoxy)m... 248 C13H2804 055934-93-5 64
2 2,5,8,11-Tetraoxatetradecan-13-o0... 264 C13H2805 020324-34-9 50
3 Tri(propylene glycol) propyl ether 234 C12H2604 096077-04-2 50
4 Silane, hexyl- 116 C6H16Si 001072-14-6 42
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 42

Abundance Scan 2793 (19.416 min): BP020491.D\data.ms (-2786) (- m/z 59.10 100.00%

59.1
5000
117.1 e
19.50
175.1 92591
o b 07 2391 3551 4299 5166 n/; 11710 21.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132985: Propanol, [(butoxymethylethoxy)methylethoxy]-
59.0
5000 R
19.50
117.0 m/z 57.00 11.46%
O‘\\l\‘\“’ \1\‘\“\“\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #152683: 2,5,8,11-Tetraoxatetradecan-13-ol, 4,7,10-trime
59.0

>

—
19.50
5000 m/z 41.10

11.37%

117.0

" | 219.0
\l\‘\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

o

>

Abundance #115774: Tri(propylene glycol) propyl ether ——
59.0 19.50
m/z 45.05 8.21%
5000
117.0
o280 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BP052924.M Tue Jun 04 12:06:10 2024
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP060324\

Data File : BP©20491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc

ALS vial : 6

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 18 Octadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.480 6.40 ng 997906  Chrysene-d12 21.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2804 (19.480 min): BP020491.D\data.ms (-2800) (- m/z 73.00 100.00%
73.0
- JLM
185.1 S
‘ } ‘ ’ 2841 19.50
ol il \M\“J"J‘ dosebo b um b 3550 428.9486.75446 ;43 10 97.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 T
19.50
1850  284.0 m/z 60.00 81.54%
O\"\H‘ ‘WI\[H!\T\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
—
19.50
m/z 57.05 80.83%
5000 284.0 /
129.0
o4 ||‘HF372°
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 71.80%
5000
‘ 143.0 242.0
ML -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060324\

BP020491.D
: 03 Jun 2024 15:45
: MA/JU
: P2636-01
: 6 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 19 Tris(1,3-dichloroisopropyl)... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.527 3.05 ng 475864  Chrysene-d12 21.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tris(1,3-dichloroisopropyl)phosp... 428 C9H15C1604P 013674-87-8 93
2 1-Propanol, 2,3-dichloro-, phosp... 428 C9H15C1604P 000078-43-3 90

3 Phosphoric acid, bis[2-chloro-1-... 428 C9H15C1604P 068460-03-7 64
4 1-Propene, 1,3-dichloro-, (E)- 110 C3H4Cl2 010061-02-6 38
5 1-Propene, 1,3-dichloro- 110 C3H4C12 000542-75-6 32

Abundance Scan 2982 (20.527 min): BP020491.D\data.ms (-2978) (-
78.0

m/z 75.00 100.00%

ﬁ

5000 190.9
M’ ‘ h 302.9 38?9 20.50
o‘u“M‘%‘N‘MWmJ““‘M‘Wvu‘uﬂw‘u4?¥?‘5§52 m/z 99.00 67.78%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #317484: Tris(1,3-dichloroisopropyl)phosphate
78.0
191.0
5000 — ‘
20.50
‘ 321.0381.0 m/z 190.90 50.19%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #317489: 1-Propanol, 2,3-dichloro-, phosphate (3:1)
78.0
T
20.50
5000 191.0 ITI/Z 77 .00 34.31%

lH ‘ h 321.0381.0
1 L P

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #317490: Phosphoric acid, bis[2-chloro-1-(chloromethyl)e

o

%

750 1910 20.50
m/z 192.90  31.95%
381.0
5000
321.0
o“'m$$ﬂﬁﬁollm‘ -
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060324\
Data File : BP020491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc

ALS vial : 6 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 20 E-14-Hexadecenal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.345 3.38 ng 527077 Chrysene-d12 21.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 3121 (21.345 min): BP020491.D\data.ms (-3116) (- m/z 57.05 100.00%
57.0
5000 /w$x\wwym/\wW%JxmAu
e 2100 2150
207.0 282 0 : :
o LML, 2070 2203029 wis1a751 sa0: g5 s 0355
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121278: E-14-Hexadecenal
43.0
5000 — ——
21.00 21.50
m/z 43.10 90.92%
O‘\\\ ’}A“02380
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
— ——
21.00 21.50
5000 m/z 83.10 84.36%
5.0
ol 1], 2980 2600
Bmanar ““H‘“w"H‘H‘W‘H“H‘W‘H‘_“W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T —
57.0 21.00 21.50
m/z 97.10 80.47%
5000
5.0
0 \‘ | ” \} Il “ J\ | ‘\196'0 292.0 364.0
R AR e R P —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060324\
Data File : BP020491.D

Acqg On : 03 Jun 2024 15:45
Operator : MA/JU

Sample : P2636-01

Misc :

ALS vial : 6 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... 3.022 149.9 ng 9581580 1 7.722 1278180 20.0
Ethanol, 1-(2-b... 10.281 2.5 ng 233235 2 10.499 1841530 20.0
2-Propanone, 1-... 10.793 47.4 ng 4368080 2 10.499 1841530 20.0
unknown10.910 10.910 3.0 ng 278401 2 10.499 1841530 20.0
1-(1-tert-Butox... 11.046 7.4 ng 682324 2 10.499 1841530 20.0
Methane, diethoxy- 11.104 5.7 ng 527958 2 10.499 1841530 20.0
1-Phenoxypropan... 11.234 29.1 ng 2677320 2 10.499 1841530 20.0
1,3-Dioxane, 2-... 11.304 21.9 ng 2014360 2 10.499 1841530 20.0
unknown11.457 11.457 2.3 ng 210489 2 10.499 1841530 20.0
Phenol, p-tert-... 11.845 4.1 ng 377556 2 10.499 1841530 20.0
unknownl14.581 14.581 2.4 ng 289471 3 14.363 2404140 20.0
Propanol, [(but... 15.275 3.6 ng 429853 3 14.363 2404140 20.0
2-Propanol, 1-c... 16.945 7.9 ng 1136640 4 17.186 2873640 20.0
4,8,12,16-tetra... 17.575 2.8 ng 394831 4 17.186 2873640 20.0
n-Hexadecanoic ... 18.139 9.1 ng 1308450 4 17.186 2873640 20.0
Butanamide, 3-m... 19.357 2.4 ng 342437 4 17.186 2873640 20.0
2,5,8,11-Tetrao... 19.416 2.8 ng 395890 4 17.186 2873640 20.0
Octadecanoic acid 19.480 6.4 ng 997906 5 21.645 3119670 20.0
Tris(1,3-dichlo... 20.527 3.0 ng 475864 5 21.645 3119670 20.0
E-14-Hexadecenal 21.345 3.4 ng 527077 5 21.645 3119670 20.0

8270E-BP052924 .M Tue Jun 04 12:06:14 2024
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