LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137256.D

Acqg On : 02 Feb 2024 15:47
Operator : CG\JU

Sample : P1337-07

Misc :

ALS Vvial : 10 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-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF137256.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.128 3 7 14 rVB 220090 291804 11.26%  1.936%
2 5.051 500 504 513 rBV 48890 72733 2.81% 0.483%
3 5.434 564 569 572 rBV 2174197 2192221 84.56% 14.547%
4 6.093 677 681 688 rBV 38530 48942 1.89% ©0.325%
5 6.428 733 738 741 rBV 1944423 2201127 84.90% 14.606%
6 6.792 796 800 809 rBV 328342 314538 12.13% 2.087%
7 7.351 890 895 911 rBV 1301207 1452853 56.04% 9.641%
8 8.069 1013 1017 1026 rBV 439337 418386 16.14% 2.776%
9 9.145 1195 1200 1212 rBV 2666652 2592622 100.00% 17.204%
9

.822 1311 1315 1323 rBV 591295 474968 18.32% 3.152%

11 10.616 1445 1450 1453 rBV 1722606 1549281 59.76% 10.280%
12 11.310 1565 1568 1577 rBV 450885 424133 16.36% 2.814%
13 11.857 1657 1661 1672 rBV 79116 129039 4.98%
14 12.116 1700 1704 1707 rBV 64878 51962 2.00% ©.345%
15 12.916 1836 1841 1844 rBV 2394426 2235302 86.22% 14.833%
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16 13.963 2015 2019 2030 rBV 381564 370338 14.28%  2.457%
17 15.439 2266 2270 2278 rBV 179882 249855 9.64% 1.658%

Sum of corrected areas: 15070104
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137256.D

Acqg On : 02 Feb 2024 15:47
Operator : CG\JU

Sample : P1337-07

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF137256.D\data.ms
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Abundance TIC: BF137256.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137256.D

Acqg On : 02 Feb 2024 15:47
Operator : CG\JU

Sample : P1337-07

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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.
2.128 18.55 ng 291804 1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23
Abundance Scan 7 (2.128 min): BF137256.D\data.ms (-3) (-) m/z 73.10 100.00%
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Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
PR T
20 gy 87.0 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137256.D

Acqg On : 02 Feb 2024 15:47
Operator : CG\JU

Sample : P1337-07

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.051 4.62 ng 72733  1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 Guanidine 59 CH5N3 000113-00-8 38
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Octanol 130 C8H180 000589-98-0 28
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 17
Abundance Scan 504 (5.051 min): BF137256.D\data.ms (-500) (-) m/z 43.00 100.00%
43.0
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101.1 R AEEEEEEEE
| 83.0 4.80 5.00 5.20 5.40 .
O R RAR R an m e m L T B e P m/z 59.00 69.77%
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Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
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5000 59.0 e R R e RERRam
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m/z 58.00  19.40%
O \\\‘\\\\‘\\\‘3}“]1\.\0\\“ui\\‘\\}\‘\\\\‘\\\\8‘:\)"\.(\)\‘\\\]-\0“]\“\()\\‘\
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Abundance #296: Guanidine
43.0 59.0
4.80 5.00 5.20 5.40
5000 18.0 m/z 101.10 19.09%
1.0
o |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- ARRRMEA R
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.06%
5000
210 101.0
e 280 2Tl 730,830 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137256.D

Acqg On : 02 Feb 2024 15:47
Operator : CG\JU

Sample : P1337-07

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 1,3-Dioxolane-4-methanol, 2... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.093 3.11 ng 48942  1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane-4-methanol, 2,2-di... 132 C6H1203 000100-79-8 83
2 (R)-(-)-2,2-Dimethyl-1,3-dioxola... 132 C6H1203 014347-78-5 83
3 1,3-Dioxolane-4-methanol, 2,2-di... 132 C6H1203 022323-82-6 59
4 n-Propyl acetate 102 C5H1002 000109-60-4 12
5 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 12
Abundance Scan 681 (6.093 min): BF137256.D\data.ms (-677) (-) m/z 43.05 100.00%
43.0
5000 117.0
50.1 101.0 SN | W
| M | 830 5.80 6.00 6.20 6.40
Ol el e e e m/z 117,000 42.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #16422: 1,3-Dioxolane-4-methanol, 2,2-dimethyl-
43.0
5000 117.0 LB O B e e e e
101.0 5.80 6.00 6.20 6.40
50.0 m/z 57.00 37.01%
15.0 “
O \\\‘\\‘\\‘\Hw“\H\“H}‘\\‘H\H\H\‘!‘Hﬁ%\.e’HH‘HH’\HHHH‘HH‘\
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Abundance #16430: (R)-(-)-2,2-Dimethyl-1,3-dioxolane-4-methanol

L I U L L

5.80 6.00 6.20 6.40

5000 117.0 ITI/Z 101.00 28.32%
50.0 101.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #16432: 1,3-Dioxolane-4-methanol, 2,2-dimethyl-, (S)- Cop ot
43.0 5.80 6.00 6.20 6.40
m/z 59.10 23.19%
5000
117.0
50.0 101.0
oHﬁ?sﬂwwm!;‘wWUHH‘1‘”%3;9,W\HH,W_Hl‘ﬁs;@_ |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137256.D

Acqg On : 02 Feb 2024 15:47
Operator : CG\JU

Sample : P1337-07

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.857 6.08 ng 129039  Phenanthrene-di10 11.310
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 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Nonanoic acid 158 C9H1802 000112-05-0 46
Abundance Scan 1661 (11.857 min): BF137256.D\data.ms (-1657) (- m/z 73.00 100.00%
73.0
43.1
5000
— e A
11.50 12.00
0! m/z 60.00 90.82%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T U
11.50 12.00
167.01g5 02130  256.0 m/z 57.10 83.74%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
11.50 12.00
5000 m/z 43.10 78.32%
129.0
‘ ‘ 171.0 214.0
0?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid Lo g —
43.0 ,73.0 11.50 12.00
m/z 55.05 72.75%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137256.D

Acqg On : 02 Feb 2024 15:47
Operator : CG\JU

Sample : P1337-07

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Isopropyl palmitate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.110 2.45 ng 51962  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 72
2 i-Propyl 14-methyl-pentadecanoate 298 C19H3802 1000336-62-4 49
3 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 46
4 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 43
5 8-Methylnonanoic acid, isopropyl... 214 C13H2602 1000452-00-6 43

Abundance Scan 1704 (12.110 min): BF137256.D\data.ms (-1700) (- m/z 43.05 100.00%

43.0
102.0
5000 256.3
o RS

213.2 |

157.1 ‘ ‘ 12,00 12/50
ok £V SEEVERSE Lo A m/z 60.60  62.65%

miz--> 50 100 150 200 250 300

Abundance #197285: Isopropyl palmitate
43.0
102.0

5000 e o
256.0 12.00 12.50

57.05 56.95%

157,0 213 0
O T T h‘\ ‘\‘ L ‘ A ‘\“ “ T \ \ ‘ T \‘ T ‘ T ‘ \ T \ ‘ ‘ T T T 2\98‘.(
miz--> 50 100 150 200 250 300
Abundance #197333: i- Propyl 14-methyl-pentadecanoate
57.0 102.0 256.0

12.00 12.50
m/z 41.05 53.29%

5000

ol 298.(
miz--> 50 100 150 200 250 300
Abundance #126248: Dodecanoic acid, 1-methylethyl ester
43.0 12.00 12.50
m/z 102.00 46.71%
5000 102.0
200.0
157. ‘

OHH‘\‘H \\‘MM‘\“H\‘HH“‘?4‘2‘0””‘ ‘r\“”/\‘“‘
m/z--> 50 100 150 200 250 300 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137256.D

Acqg On : 02 Feb 2024 15:47
Operator : CG\JU

Sample . P1337-07

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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... 2.128 18.6 ng 291804 1 6.792 314538 20.0
2-Pentanone, 4-... 5.051 4.6 ng 72733 1 6.792 314538 20.0
1,3-Dioxolane-4... 6.093 3.1 ng 48942 1 6.792 314538 20.0
n-Hexadecanoic ... 11.857 6.1 ng 129039 4 11.310 424133 20.0
Isopropyl palmi... 12.110 2.5 ng 51962 4 11.310 424133 20.0
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