LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030124\
Data File : BF137458.D

Acqg On : 01 Mar 2024 14:46
Operator : CG\JU

Sample : P1659-01

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_ F\Methods\8270-BF022924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137458.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.175 8 15 26 rVB 1246546 1712882 44.94% 5.936%
2 5.134 514 518 525 rBV 55639 76051 2.00% 0.264%
3 5.522 580 584 606 rBV 4041638 3810454 99.98% 13.205%
4 6.510 748 752 770 rBV 3728714 3798183 99.66% 13.163%
5 6.869 810 813 823 rBV 1242724 1065532 27.96% 3.693%

6 7.428 904 908 921 rBV 2417883 2331546 61.18% 8.080%
7 8.139 1026 1029 1047 rBV 1471053 1370249 35.95% 4.749%
8 9.222 1209 1213 1216 rBV 4428393 3811234 100.00% 13.208%
9 9.898 1324 1328 1342 rBV 1653979 1389319 36.45% 4.815%
10 10.692 1459 1463 1477 rBV 1870668 1778266 46.66% 6.163%

11 11.392 1578 1582 1590 rBV 1317890 1153672 30.27%  3.998%
12 11.939 1672 1675 1688 rBV2 82709 128397 3.37% 0.445%
13 12.992 1850 1854 1858 rBV 3182745 3011674 79.02% 10.437%
14 13.910 2006 2010 2017 rBV 102395 153027 4.02% ©.530%
15 14.051 2030 2034 2048 rBV 1223798 1142251 29.97%  3.958%

16 14.268 2062 2071 2083 rVBS8 58312 209776  5.50% ©.727%
17 14.951 2182 2187 2192 rBV 942686 982576 25.78%  3.405%
18 15.580 2289 2294 2304 rBV 665578 930853 24.42%  3.226%

Sum of corrected areas: 28855942
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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\BF030124\

BF137458.D
: 01 Mar 2024 14:46
: CG\JU
: P1659-01
: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030124\
Data File : BF137458.D

Acqg On : 01 Mar 2024 14:46
Operator : CG\JU

Sample : P1659-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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.
2.175 32.15 ng 1712880 1,4-Dichlorobenzene-d4 6.869
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 39
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 15 (2.175 min): BF137458.D\data.ms (-8) (-)

m/z 73.05 100.00%

73.0
5000 43.0
87'1 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
9.0 2.202.302.402.502.60
Orerprrrr et 200 m/z 43.05  39.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T[T iriirrt
43.0 2.202.302.402.502.60
87.0 m/z 55.05 27.30%
\ \‘ 90 If
O\H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘\\H‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S ——
2.202.302.402.502.60
5000 41.0 55.0 ITI z 87.10 24.07%
27.0
0 1], ‘ 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘H_‘HV‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl-
30.0 2.202.302.402.502.60
m/z 41.05 12.59%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030124\
Data File : BF137458.D

Acqg On : 01 Mar 2024 14:46
Operator : CG\JU

Sample : P1659-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.939 2.23 ng 128397  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 64
5 d-Glucohexodialdose 178 C6H1006 1000149-19-1 38

Abundance Scan 1675 (11.939 min): BF137458.D\data.ms (-1672) (-] m/z 73.05 100.00%

431 730
5000
129.1
213.2 £
99.1 157.1185.1 ‘ 256.1 12 00
ol bbb bbb m/z 59.95  88.25%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
6Q.0
5000 129.0 !
12 00
' 157.0 185.0 213.0 256.0 86.56%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
43.0 12 00
5000 129.0 m/Z 57.05 79.35%
171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid STRLSINE ‘
43.0 73.0 12.00
m/z 55.05 75.00%
5000 129.0
199.0 242.0
s Bl
0 _‘m‘i‘:w “1M‘Hw‘w‘:“lm‘_H“W‘W‘mwhwwm_ -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030124\
Data File : BF137458.D

Acqg On : 01 Mar 2024 14:46
Operator : CG\JU

Sample : P1659-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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-(tetradecyloxy)-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.910 2.68 ng 153027  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
2 Cyclopentadecane 210 C15H30 000295-48-7 86
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 81
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 76
5 1-Heptacosanol 396 C27H560 002004-39-9 76

Abundance Scan 2010 (13.910 min): BF137458.D\data.ms (-2006) (- m/z 57.10 100.00%
57.1
11 1 S
| h 13521 20802432 o 8261
0 bl b T A m/z 43.10 82.61%
mlz--> 50 100 150 200 250 300 350
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
5000 97.0 —
14.00
m/z 55.00 72.64%
39.0 .
017-# h ‘h “ ““‘\‘\\\‘\\‘\ \z‘sgp\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #87653: Cyclopentadecane
83.0
210.0 —
41.0 14.00
5000 m/z 71.05 59.39%
25.0
b L ysese |
miz--> 50 100 150 200 250 300 350
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester T
57.0 14.00
970 m/z 83.05 58.21%
5000
0 \‘ \‘\ I “ “\ \ \h I 182 0 238 0 283.0 384.(
“““H“ T e e R ——
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030124\
Data File : BF137458.D

Acqg On : 01 Mar 2024 14:46
Operator : CG\JU

Sample : P1659-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 unknownl4.268 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.268 3.67 ng 209776  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 46
2 Sesquirosefuran 218 C15H220 039007-93-7 46
3 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-41-8 42
4 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 42

5 Silane, monochloride, methylviny... 218 C10H19C1l0Si 1000421-09-7 42

Abundance Scan 2071 (14.268 min): BF137458.D\data.ms (-2062) (1 m/z 69.05 100.00%

69.0
123.1
5000
1792 5171 2731 — —
H ‘ ‘ ‘ ‘ 327. 14.00 14.50
ol W\H“\H\‘ A ‘\m ‘\HH\‘ \‘h‘ i [ m/z 95.05 79.84%
m/z--> 50 100 150 200 250 300
Abundance #99335: 1-Formyl-2,2-dimethyl-3-trans-(3-methyl-but-2-er
69.0
5000 109.0 — —
14.00 14.50
m/z 55.10 74.67%
Lo =0
O\ T ‘ T T T “\ T \H‘\ W‘ T \‘\ \‘ “\ L ‘ T T T T ‘ L
m/z--> 50 100 150 200 250 300
Abundance #96742: Sesquirosefuran
62.0 123.0
— —
14.00 14.50
5000 m/Z 123.10 62.05%
175.0 218.0
oL “ ‘\“M \LL “m“\‘\‘ \‘h\ i “\‘ — [ B RS A
m/z--> 50 100 150 200 250 300
Abundance  #19539: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo- Uﬂm “ —
93.0 14.00 14.50
m/z 81.10 54.00%
55.0
5000
138.0
0 — ——
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030124\
Data File : BF137458.D

Acqg On : 01 Mar 2024 14:46
Operator : CG\JU

Sample : P1659-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Supraene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.951 21.11 ng 982576  Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66 000502-62-5 83
3 Farnesol isomer a 222 C15H260 1000108-92-4 72
4 1,5-Heptadiene, 2,6-dimethyl- 124 C9H16 006709-39-3 50
5 Methanone, dicyclopropyl- 110 C7H1e0 001121-37-5 50
Abundance Scan 2187 (14.951 min): BF137458.D\data.ms (-2182) (- m/z 69.10 100.00%
69.1
5000
P
‘ |72 55 15.00
Ol H,Jm“u'wmwm“27‘3‘%3““1‘?’”wwww_ m/z 81.10 51.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308259: Supraene
69.0
5000 L
15.00
m/z 41.10 23.18%
137.0
N 1L, 203.0 273.0 341.0 410.0
‘\\\!‘\ \\’\\\\‘f\\f‘\\1\‘1!\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #343494: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,1¢

69.0
R
15.00
5000 m/z 95.05 14.03%
137.0
204.0
ook HLAALLLL 2282 2730 sa1.0 4080 4770 545
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #101957: Farnesol isomer a T
69.0 15.00
m/z 68.05 10.60%
5000
0"H‘WLthMW‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H“ S18
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030124\
Data File : BF137458.D

Acqg On : 01 Mar 2024 14:46
Operator : CG\JU

Sample : P1659-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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... 2.175 32.1 ng 1712880 1 6.869 1065530 20.0
n-Hexadecanoic ... 11.939 2.2 ng 128397 4 11.392 1153670 20.0
Ethanol, 2-(tet... 13.910 2.7 ng 153027 5 14.051 1142250 20.0
unknownl4.268 14.268 3.7 ng 209776 5 14.051 1142250 20.0
Supraene 14.951 21.1 ng 982576 6 15.580 930853 20.0
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