LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051925\
Data File : BF142447.D

Acq On : 19 May 2025 13:08
Operator : RC/JU

Sample : Q2032-02

Misc :

ALS Vial : 8 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_F\Methods\8270-BF050525.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142447.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.428 205 210 229 rBV 35009 92699 2.79% 0.422%
2 5.116 488 497 505 rVB 1739760 262310 7.89% 1.194%
3 5.516 559 565 570 rBV 1571774 2067053 62.20% 9.407%
4 6.522 729 736 741 rBV 1565290 2151527 64.75% 9.792%
5 6.728 766 771 781 rBV 27674 39277 1.18% 0.179%
6 6.898 795 800 806 rBV 639206 813456 24.48% 3.702%
7 7.457 889 895 901 rBV 989114 1327575 39.95% 6.042%
8 8.181 1013 1018 1034 rBV 826612 1089019 32.77% 4.956%
9 8.492 1066 1071 1081 rBV 99389 138896 4.18% ©.632%
10 9.257 1195 1201 1206 rBV 1946870 2420254 72.83% 11.015%

11 9.939 1311 1317 1322 rBV 997364 1232441 37.09%
12 10.033 1326 1333 1339 rBV 2026504 3322973 100.00% 15.
13 10.651 1432 1438 1444 rBV 95240 119524  3.60%

NN ® U U
Ul
IS
IS
X

14 10.727 1445 1451 1463 rBV 1306003 1687714 50.79% 681%
15 11.427 1564 1570 1577 rBV 924193 1233736 37.13% 615%
16 11.945 1651 1658 1671 rBV2 121377 205879 6.20% 0.937%
17 12.639 1772 1776 1779 rBV 34714 41320 1.24% 0.188%
18 12.733 1784 1792 1800 rBV2 24909 41530 1.25% 0.189%
19 12.868 1810 1815 1818 rBV 27574 39822 1.20% 0.181%
20 13.010 1833 1839 1844 rBV 1605914 2043985 61.51% 9.302%
21 13.904 1986 1991 2007 rBV 46881 92637 2.79% 0.422%
22 14.063 2013 2018 2029 rVB 522216 725271 21.83% 3.301%

23 15.557 2266 2272 2289 rBV 493804 783612 23.58% 3.566%

Sum of corrected areas: 21972510
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF©51925\
BF142447.D

: 19 May 2025 13:08
: RC/JU
: Q2032-02

: 8 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@50525.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF142447.D\data.ms
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1500000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051925\
Data File : BF142447.D

Acqg On : 19 May 2025 13:08
Operator : RC/JU

Sample : Q2032-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@50525.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 1 (S)-(+)-1,2-Propanediol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.428 2.28 ng 92699 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
3 Propylene Glycol 76 C3H802 000057-55-6 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 210 (3.428 min): BF142447.D\data.ms (-205) (-) m/z 45.10 100.00%

45.1
5000

61.0 3.20 3.40 3.60 3.80
et e b 839 Tz 43,00 19.00%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0

5000 [t S e
3.20 3.40 3.60 3.80

m/z 61.00 6.10%

1.
‘3”0 | 530610 750

R I IR e AR EEER R
m/z--> 10 20 30 40 50 60 70 80 90
Abundance

45.0

3.20 3.40 3.60 3.80
5000 m/z 44.00 5.67%

m/z-->
Abundance #1083: PrOperneGIyCOI T T T T T[T T T T
m/z 42.00 3.88%
NN il L] /k
L L B B B B B L N N L
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051925\
Data File : BF142447.D

Acqg On : 19 May 2025 13:08
Operator : RC/JU

Sample : Q2032-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@50525.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.116 6.45 ng 262310 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 9
Abundance Scan 497 (5.116 min): BF142447.D\data.ms (-488) (-) m/z 43.05 100.00%
43.0
59.1
5000
lOl.l \\‘\\\\‘\\\\‘\\\\‘\\\\‘
83.0 4.80 5.00 5.20 5.40

SN NS NN+ S N — m/z 59.10  55.17%

miz-> 20 40 60 80 100 120 140

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L B B R R
59.0 4.80 5.00 5.20 5.40
m/z 101.10  17.24%
15.0 ‘ 101.0

el 830 |

m/z--> 20 40 60 80 100 120 140

Abundance

59.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.14%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z-->
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester P
m/z 41.05 9.03%
T 1T \\\\‘H“\\\‘l‘i\\\\ T 1T T 1T \‘\\\ L \\\\\\\\\\\\\\‘\\\\‘
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051925\
Data File : BF142447.D

Acqg On : 19 May 2025 13:08
Operator : RC/JU

Sample : Q2032-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@50525.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 1-Phenoxypropan-2-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.492 2.55 ng 138896 Naphthalene-d8 8.186

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
Abundance Scan 1071 (8.492 min): BF142447.D\data.ms (-1066) (-) m/z 94.10 100.00%
94.1
5000
51.0 77.1 152.1 “A“““‘H“““‘H‘
i h 1210 8.20 8.40 8.60 8.80
““““NM“ ‘\\\\H\\NL‘\\\\‘\\\\‘\\\\‘\ m/z 77.10  23.18%
m/z--> 20 100 120 140 160
Abundance #30123.1-Phenox propan-2-ol
94.0
5000 \\\/\‘\\\\‘\\\\‘\\\\‘\\\\
8.20 8.40 8.60 8.80
39.0 7.0 1500 | M/z 152.05  18.37%
2y
miz--> 100 120 140 160
Abundance
94.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
8.20 8.40 8.60 8.80
5000 m/z 78.10 14.59%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\
m/z-->
Abundance #30136: 1-Propanol, 2-phenoxy- P
m/z 108.10 14.17%
RN U R l ‘
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\ \\\\\\\‘\\\\‘\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051925\
Data File : BF142447.D

Acqg On : 19 May 2025 13:08

Operator : RC/JU

Sample : Q2032-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

BFO50525.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 unknownl0.033

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.033 53.93 ng 3322970  Acenaphthene-d10 9.939
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Carbonic acid, octyl prop-1-en-2... 214 C12H2203
2 2-Pentanol, 2-methyl-, acetate 144 C8H1602
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202
4 6,10,14-Trimethyl-pentadecan-2-01 270 C18H380

1000382-54-0 12
034859-98-8 10
000540-88-5 10
069729-17-5 10

5 11-Tricosene 322 C23H46 052078-56-5 10
Abundance Scan 1333 (10.033 min): BF142447.D\data.ms (-1326) (- | m/z 43.05 100.00%
43.0
5000 101.1 137.2
70.1 —tL :
10.00
1972
— H‘ : “H‘ M b A3 AT hyz 57.10 56.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #91856: Carbonic acid, octyl prop-1-en-2-yl ester
57.0
5000 — ‘
10.00
29.0 m/z 101.10 42.96%
L o
| \ |
H“‘H“‘H‘ e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
T I
10.00
5000 101.0 m/z 97.10  42.95%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\
m/z-->
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester ‘ ‘
m/z 137.20 42.78%
! J L
\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051925\
Data File : BF142447.D

Acqg On : 19 May 2025 13:08
Operator : RC/JU

Sample : Q2032-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@50525.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 5 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.945 3.34 ng 205879  Phenanthrene-di10 11.427
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tetradecanoic acid 228 (C14H2802 000544-63-8 64

Abundance Scan 1658 (11.945 min): BF142447.D\data.ms (-1651) (- m/z 43.10 100.00%

43.1 |73.0
5000 129.1

213.2 S
” 157.1185.2 256.% 12100
Il

el

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T

97.0 m/z 73.00 93.71%

H 157018502130 256.C
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance
43.0 73.0
‘ T

12.00
5000 m/z 57.05

0o
N
N
w

°

Gl

m/z-->
Abundance #126199: Pentadecanoic acid I
m/z 55.05 78.09%
“ m H‘n HH“ nh\‘ \m i L 1| ‘ ‘ WL
H\‘HH‘HH ‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051925\
Data File : BF142447.D

Acqg On : 19 May 2025 13:08

Operator : RC/JU

Sample : Q2032-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@50525.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 1-Heneicosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.904 2.55 ng 92637 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 93
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 90
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 1-Hexacosene 364 C26H52 018835-33-1 90

Abundance Scan 1991 (13.904 min): BF142447.D\data.ms (-1986) (- m/z 57.10 100.00%
57.1
97.0
5000
14.00
39.1
wh“m “HM“ % e 2810 m/z 43.05  90.96%
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 T
14.00
m/z 55.85 88.13%
39.0
190 ||| B am0 0260
m/z--> 50 100 150 200 250 300
Abundance
57.0
T ‘ T
97.0 14.00
5000 m/z 83.10 75.68%
L ‘ T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T ‘ L
m/z-->
Abundance #280777: Trichloroacetic acid, pentadecyl ester ‘
m/z 97.05 72.64%
: ‘\‘\“ M “\ ‘ “h‘ O ,A\jL\\/\/\
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051925\
Data File : BF142447.D

Acq On : 19 May 2025 13:08
Operator : RC/JU

Sample : Q2032-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@50525.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|
(S)-(+)-1,2-Pro.. 3.428 2.3 ng 92699 1 6.904 813456 20.0
2-Pentanone, 4-... 5.116 6.5 ng 262310 1 6.904 813456 20.0
1-Phenoxypropan... 8.492 2.5 ng 138896 2  8.186 1089020 20.0
unknown10.033 10.033 53.9 ng 3322970 3 9.939 1232440 20.0
n-Hexadecanoic ... 11.945 3.3 ng 205879 4 11.427 1233740 20.0
1-Heneicosanol 13.904 2.5 ng 92637 5 14.068 725271 20.0
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