LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020527.D

Acqg On : 05 Jun 2024 22:00
Operator : MA/JU

Sample : P2662-01

Misc :

ALS vial : 9 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@20527.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 26 rVB 2925431 3643074 21.67% 4.514%
2 3.558 93 97 110 rBV 498473 654489 3.89% 0.811%
3 5.381 399 407 416 rBV 5184740 7664454 A5.58% 9.496%
4 6.934 661 671 690 rBV 5131256 7931846 47.17% 9.827%
5 7.363 739 744 755 rBV 132806 212960 1.27% 0.264%

.769 804 813 820 rBV 865084 1444522 8.59% 1

.910 996 1007 1018 rBV 3094418 5252237 31.24% 6

.469 1093 1102 1108 rBV 110176 179316 1.07% ©.222%
2
0

O 00

10.528 1275 1282 1290 rBV 1084863 1981714 11.79%
10 11.275 1400 1409 1418 rBV 281353 509469 3.03%

11 13.004 1694 1703 1711 rBV 7246963 11608128 69.03% 14.382%
12 14.392 1931 1939 1946 rBV 1704916 2558847 15.22% 3.170%
13 15.904 2189 2196 2205 rBV 5928960 8630180 51.32% 10.692%
14 17.198 2409 2416 2430 rBV 1999853 3035735 18.05% 3.761%
15 18.145 2572 2577 2589 rBvV2 317522 539879 3.21% ©.669%

16 19.480 2800 2804 2821 rVB 154566 237120 1.41% 0.294%
17 19.933 2875 2881 2887 rBV 13447444 16815089 100.00% 20.833%
18 21.333 3114 3119 3126 rBV 416419 750973  4.47%  ©.930%
19 21.645 3167 3172 3180 rVB2 2236491 3387590 20.15% 4.197%
20 24.992 3732 3741 3753 rVB 1330226 3676959 21.87%  4.556%

Sum of corrected areas: 80714581

8270E-BP052924 .M Thu Jun 06 11:52:20 2024 Pa 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020527.D

Acqg On : 05 Jun 2024 22:00
Operator : MA/JU

Sample : P2662-01

Misc

ALS vial : 9 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: BP020527.D\data.ms
1.2e+07

le+07
8000000

6000000 5.381 6.934

4000000
040 8.910

2000000 10,528
7.769 :
{ 3.558 7.363 | 9.469 | s

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: BP020527.D\data.ms

19.933
1.2e+07

le+07
8000000}, 1,
6000000 15.904

4000000

21.645
2000000 14.392 17.198

18.145 19,480 21.333

oA A e e e 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: BP020527.D\data.ms

1.2e+07

le+07
8000000
6000000
4000000
2000000 24.992

I |

T T T T e e T T e e T T e 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\BP060524\
Data File : BP020527.D

Acqg On : 05 Jun 2024 22:00
Operator : MA/JU

Sample : P2662-01

Misc

ALS vial : 9 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 50.44 ng 3643070 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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance Scan 9 (3.040 min): BP020527.D\data.ms (-4) (-) m/z 73.05 100.00%
73.0 ?
5000
‘ 3.103.203.303.40
Obdkil 1461 22112811 384144145006 /7 43.05 38.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T T[T [T irrr[ri
3.103.203.303.40
‘ m/z 55.05 27.68%
O J!l\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R EE A
3.103.203.303.40
5000 m/z 87.10 26.05%
0 ‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0 3.103.203.303.40
m/z 41.05 12.18%
5000 Jk
0 J‘m‘wwH_Ww_ww_Wwwww N ——
m/z--> 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

Acqg On : 0
Operator : M
Sample H
Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
P020527.D

5 Jun 2024 22:00

A/JU

2662-01

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 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 (S)-(+)-1,2-Propanediol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.558 9.06 ng 654489 1,4-Dichlorobenzene-d4 7.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 Isopropyl Alcohol 60 C3H80 P00067-63-0 56
3 Propylene Glycol 76 C3H802 000057-55-6 43
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43

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

Abundance  Scan 97 (3.558 min): BP020527.D\data.ms (-93) (-) m/z 45.05 100.00%
45.0

5000

—_—

3.20 3.40 3.60 3.80
Obrrrdi22LL 2078 2811 354.34150 4940  m/z 43.00 18.96%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 L L LI B LA BN B
3.20 3.40 3.60 3.80
m/z 61.00 6.35%
O‘H”\J\“\‘\\\‘HH‘HH‘HH‘\H\‘\H\‘\H\‘\H\‘H\\‘H\\‘\

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

Abundance #342: Isopropyl Alcoho
45.0
R R R
3.20 3.40 3.60 3.80
5000 ITI/Z 44.00 5.72%
owmwuwwuwuwmwmwmmumuwm_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol R AR AR S
45.0 3.20 3.40 3.60 3.80
m/z 41.95 3.30%
0‘\\J”\“H‘\\\‘uu‘uu‘uu‘\u\‘\u\‘\m‘\m‘\m‘uu‘\ T T T T

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\BP060524\
Data File : BP020527.D

Acqg On : 05 Jun 2024 22:00
Operator : MA/JU

Sample : P2662-01

Misc

ALS vial : 9 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 3 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.363 2.95 ng 212960 1,4-Dichlorobenzene-d4 7.769

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-methoxyethoxy)- 120 C5H1203 000111-77-3 45
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
5 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 38
Abundance Scan 744 (7.363 min): BP020527.D\data.ms (-739) (-) m/z 45.05 100.00%
45.0
5000

7.00 7.20 7.40 7.60

h\104 1 208.9 280.9  393.1458.5522.2

b e 2089 2800 893.1 45855222 m/z 59.05  38.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17318: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ‘/\\‘HH‘HH‘HH’HH‘/\\

7.00 7.20 7.40 7.60
m/z 72.05 23.12%

” "104 0
O ‘ TTT \ ‘ T “\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
mjz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #38390: Diethyl carbitol
45.0

7.00 7.20 7.40 7.60

5000 ITI z 73.00 13.77%
“ 103.0
O H e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10527: Ethanol, 2-(2-methoxyethoxy)-
45.0 700720740760

m/z 43.00 13.31%

il JL

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

8270E-BP052924.M Thu Jun 06 11:52:28 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020527.D

Acqg On : 05 Jun 2024 22:00
Operator : MA/JU

Sample : P2662-01

Misc

ALS vial : 9 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 3
R.T. EstConc Area Relative to ISTD R.T.
11.275 5.14 ng 509469 Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59

Abundance Scan 1409 (11.275 min): BP020527.D\data.ms (-1400) (- m/z 94.00 100.00%
94.0

>

5000
152.1 LN L
35,0 ‘\ ‘ ’ 209.8 280.9 368.4426.6 9 1100 1159
ol 3SQULLL, | 2098 2809 36844266 5119 ./, 76,95  26.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 = —
11.00 11.50
152.0 m/z 152.05 16.72%
sigl)[. |
O‘\\\‘\\l"\ll\}IW“W‘T\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 77 .95 16.18%
152.0
sl
0‘\\‘LH\”,‘J\‘L‘L\“\m‘\\u‘\\u‘\u\‘\u\‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19881: Ethanol, 2-phenoxy- T =
94.0 11.00 11.50
m/z 108.00  14.89%
5000 /\~
27.
O‘HHMJA‘ﬁ‘m‘u‘w‘u‘_‘u‘H‘W‘H‘_‘H‘H‘w‘u‘_ —r ——
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 : BP020527.D

Acqg On : 05 Jun 2024 22:00
Operator : MA/JU

Sample : P2662-01

Misc

ALS vial : 9 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.145 3.56 ng 539879  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 70

Abundance Scan 2577 (18.145 min): BP020527.D\data.ms (-2572) (- m/z 73.00 100.00%

73.0
5000

213 1 e s
“H F {\ 18.00 18.50
ob AL L m?‘”‘l‘ﬁ?’?‘r"?‘ 39884588 5274 1./, 6p.00  85.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —— —r—
129.0 18.00 18.50

m/z 43.05 84.33%

O‘\\\‘““‘ Jml.h‘mmA\}?ﬂ’.b\l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0

T
18.00 18.50

5000 m/z 55.10 70.70%
‘ ‘ 1850  284.0
0“WWW QL#“HAVA* w*”w*‘ww**ww*w*\‘w*\w“w**w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid P o
73.0 18.00 18.50

m/z 57.10 67.67%

solllllsmo MJL_

o2, HWH_m,mw‘wwa”www_ : :
miz—> 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 : BP020527.D

Acqg On : 05 Jun 2024 22:00
Operator : MA/JU

Sample : P2662-01

Misc

ALS vial : 9 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 Cyclooctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.333 4.43 ng 750973  Chrysene-di12 21.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctacosane 392 C28H56 000297-24-5 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 3119 (21.333 min): BP020527.D\data.ms (-3114) (- m/z 57.10 100.00%
57.1

Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0 21.00 21.50

m/z 97.05 77.02%

. /¥J/\,v
‘ ik 2100 2150
207.0 281.0 - :
o4 }‘!M‘H" b o0 4302492.0549.1 /7 55,19 91.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #297106: Cyclooctacosane
57.0
5000 T L
21.00 21.50
m/z 43.05 86.59%
392.0
“ | L |, 196.0 264.0322.0 " |
O‘\\\’\\\\‘1\\Y‘\"\\\‘1\\\\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
— ——
21.00 21.50
5000 ITI/Z 83.10 82.99%
5.0
o"‘J“\l,uJH“Wu!""}‘9?19“2??19‘Hwww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
= ——

5000

210.0
0 \‘M MH\M | 356.0
e e A e e e e e e

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\BP060524\
Data File : BP020527.D

Acqg On : 05 Jun 2024 22:00
Operator : MA/JU

Sample . P2662-01

Misc

ALS vial : 9 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 50.4 ng 3643070 1  7.769 1444520 20.0
(S)-(+)-1,2-Pro... 3.558 9.1 ng 654489 1 7.769 1444520 20.0
Ethanol, 2-(2-e... 7.363 3.0 ng 212960 1 7.769 1444520 20.0
1-Phenoxypropan... 11.275 5.1 ng 509469 2 10.534 1981710 20.0
n-Hexadecanoic ... 18.145 3.6 ng 539879 4 17.198 3035740 20.0
Cyclooctacosane 21.333 4.4 ng 750973 5 21.645 3387590 20.0
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