LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11524\
Data File : BF137063.D

Acqg On : 15 Jan 2024 15:11
Operator : CG\JU

Sample : P1132-01

Misc :

ALS vial : 7 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137063.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 11 15 26 rVB 14329 21287 2.07% 0.244%
2 5.022 495 499 512 rVB 62904 77554 7.54% 0.890%
3 5.434 565 569 589 rBV 921511 844720 82.17%  9.695%
4 6.434 736 739 760 rBV 901880 801079 77.92%  9.194%
5 6.781 795 798 807 rVB 302484 265488 25.83% 3.047%
6 7.345 890 894 897 rBV 632470 500418 48.68% 5.743%
7 8.057 1012 1015 1019 rBV 347631 310075 30.16% 3.559%
8 8.604 1102 1108 1112 rBV7 7781 16084 1.56% ©0.185%
9 8.692 1118 1123 1126 rBV7 8659 16518 1.61% 0.190%
10 9.133 1195 1198 1202 rBV 1061443 949619 92.37% 10.898%
11  9.204 1208 1210 1215 rVB5 22366 29192 2.84% 0.335%
12 9.257 1215 1219 1223 rBV6 18374 36594 3.56% 0.420%
13  9.516 1261 1263 1268 rBv4 33563 34995 3.40% 0.402%
14  9.675 1287 1290 1293 rBV3 45163 55718 5.42% 0.639%
15 9.722 1296 1298 1301 rVB 51215 44754  4.35%  0.514%

16 9.816 1311 1314 1317 rVB 404690 327888 31.90%
17 10.222 1380 1383 1385 rBV2 64592 59402 5.78%
18 10.616 1447 1450 1454 rBV 567551 524368 51.01%
19 11.316 1566 1569 1572 rBV 402636 352831 34.32%
20 11.686 1629 1632 1635 rVB 997127 788149 76.67%
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R

21 11.851 1658 1660 1664 rVB2 177688 155593 15.14%
22 12.386 1748 1751 1754 rBV 966925 742591 72.24%  8.522%
23 12.910 1837 1840 1843 rBV 1185285 1028020 100.00% 11.798%
24 13.974 2018 2021 2024 rVB 399756 334431 32.53%
25 15.462 2269 2274 2279 rBV 307200 395964 38.52% 4.544%
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Sum of corrected areas: 8713332
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 15 Jan 2024 15:11
: CG\JU
: P1132-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
BF137063.D

: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF137063.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137063.D

Acqg On : 15 Jan 2024 15:11
Operator : CG\JU

Sample : P1132-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.022 5.84 ng 77554  1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 33
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 32
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 499 (5.022 min): BF137063.D\data.ms (-495) (-) m/z 43.00 100.00%
3.0
59.0
5000
1011 EERAAEERRE RN REREE REn
‘ 82.9 4.60 4.80 5.00 5.20 5.40
Obrrprrerrrrrr el et S M/Z 59.00 59.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L LA B R R
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10  17.99%
31\'0 L | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e e e
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.11%
20.0 101.0
o 20 Ll 730 850
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexanol R e R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.11%
5000 31.0 43.0 73.0
oM,HHW\‘:“HH“Hm_ul‘lum‘1;”‘?‘5:9,”‘191"9“‘ A,MAA,A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137063.D

Acqg On
Operator
Sample

Misc

ALS vial

: 15 Jan 2024 15:11
: CG\JU
: P1132-01

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown9.257

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.257 2.23 ng 36594  Acenaphthene-die 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde, (3,3-dimethylcyclo... 152 C1@H160 026532-25-2 41
2 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C1@H160 043219-68-7 30
3 1-(1-Butyny)cyclopentanol 138 C9H140 1000342-86-5 27
4 3,3-Dimethyl-5-methylenehept-6-e... 152 C10H160 1010424-30-5 22
5 2-Cyclohexen-1-one, 3,5,5-trimet... 208 C13H2002 074233-41-3 22
Abundance Scan 1219 (9.257 min): BF137063.D\data.ms (-1215) (-) m/z 109.10 100.00%
109.1
43.0
1511
5000 69.0
191.2
S RARRMEEE
9.00 9.20 9.40 9.60
0° m/z 43.00 69.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

#29363: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (E
109.0

5.

41.0
69.0 152.0
5000 L L L L L L B I IR
9.00 9.20 9.40 9.60
m/z 95.05 64.69%
0, 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29313: Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)-
109.0
43.0 e
9.00 9.20 9.40 9.60
5000 67.0 m/z 151.85  59.85%
137.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20185: 1-(1-Butyny)cyclopentanol A
109.0 9.00 9.20 9.40 9.60
m/z 55.05 52.59%
81.0
5000{ 57 53.0
(I ANEE 2,
0! H“W\1‘\“\“\”‘,\m‘,uu,uu,uu,uu R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF122023.M Tue Jan 16 11:17:57 2024

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137063.D

Acqg On : 15 Jan 2024 15:11
Operator : CG\JU

Sample : P1132-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown9.516 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.516 2.13 ng 34995  Acenaphthene-die 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 47
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 37
3 Pyrazolo[5,1-c]-as-triazine-3-ca... 193 C6H7N70 016111-78-7 35
4 9-Phenanthrenamine 193 C14H11N 000947-73-9 22
5 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 16

Abundance Scan 1263 (9.516 min): BF137063.D\data.ms (-1261) (-) m/z 193.20 100.00%
198.2

F

83.1
5000
T T
9.50
0 m/z 83.10 61.66%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0

123.0

5

5000 69.0 950 —— :
9.50
m/z 95.18  45.77%

151.0

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-

E

193.0
S ‘
9.50
5000 55.0 m/z 109.10 45.70%
109.0
81.0
29.0 ‘ ‘ ‘
137.0
B T S R T .

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #68154: Pyrazolo[5,1-c]-as-triazine-3-carboxylic acid, 4-a T
193.0 9.50

m/z 123.10  42.46%

95.0
5000 162.0
67.0 135.0

) N R U S N E— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@011524\
Data File : BF137063.D

Acqg On : 15 Jan 2024 15:11

Operator : CG\JU

Sample : P1132-01

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier:

1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown9.675

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.675 3.40 ng 55718 Acenaphthene-d10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Disparlure 282 C19H380 029804-22-6 27
2 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 20
3 1-Propene, 1,1,3-trichloro- 144 C3H3C13 002567-14-8 18
4 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 18
51,3,3,5,5-Pentamethylcyclohexanol 170 C11H220 038490-33-4 14

Abundance Scan 1290 (9.675 min): BF137063.D\data.ms (-1287) (-) m/z 69.10 100.00%

69.1 109.1 W\A//\M
5000 193.2
153.1 — —
390 ‘ ‘ | M 9.50 10.00
ol ‘H ‘ ! M\MH‘ ‘\\ o H\ - — m/z 41.5 90.07%
miz--> 50 100 150 200 250
Abundance #176345: Disparlure
69.0
5000 — e
11.0 9.50 10.00
29.0 183.0 m/z 109.10  85.22%
||| o
0 -l \‘h ‘H\hr \ ‘ T T 22\50 267\0\ T
miz--> 50 150 200 250
Abundance #96114. 4—n—HexyIth|ane, S,S-dioxide
69.0
—r —
9.50 10.00
5000 m/z 55.05 62.92%
‘110 147.0 2010
ok : J H MHMLMJ“‘ ‘M e
50 150 200 250

m/z-->
Abundance #23590.14%opene,1jq3¢nchbro— — —
109.0 9.50 10.00
m/z 97.10 61.45%
27.0
5000
73.0
‘ ‘ ‘ 144.0
ok H“H““mh””w,‘ SR e e
m/z--> 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137063.D

Acqg On : 15 Jan 2024 15:11
Operator : CG\JU

Sample : P1132-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown9.722 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.722 2.73 ng 44754  Acenaphthene-d10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 30
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 30
3 Neopentylidenecyclohexane 152 C11H20 039546-80-0 25
4 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 18
5 Decyl trifluoroacetate 254 C12H21F302 000333-88-0 14

Abundance Scan 1298 (9.722 min): BF137063.D\data.ms ( 1296) (-) m/z 69.10 100.00%

69.1 97.1 193.2
41.0
5000

123.1
- —
| P MM e 10 o1
bl bl L ML EET m/z 55.180 91.14%

miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-

43.0 109.0
69.0

5000 — e
9.50 10.00

m/z 193.20  89.49%

0 129 \""\k}ﬁ?‘q“\““W“‘\““\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0 ‘9.150‘ ‘10ﬂ00‘
5000 69.0 950 m/z 97.10  85.99%
‘ ‘ 151.0
0‘”\”‘W‘N‘WM”M‘N\NMWM‘«‘“‘W‘”M‘w\w‘W‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29491: Neopentylidenecyclohexane T T
69.0 9.50 10.00

m/z 109.10  68.36%

=7 T M

0:‘[‘5‘?“1‘”H\M““"H“\HU‘“UH‘HH‘HH‘HH‘HH‘HH‘H —r —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137063.D

Acqg On : 15 Jan 2024 15:11
Operator : CG\JU

Sample : P1132-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.222 3.62 ng 59402  Acenaphthene-d10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 70
2 2-(2-Ethyl-1,3-dimethyl-cyclopen... 182 C12H220 1000186-82-4 50
3 .alpha.-Chloro-p-fluoroacetophenone 172 C8H6C1FO 000456-04-2 38
4 Benzamide, 3-fluoro-N-(2-phenyle... 313 C20H24FNO 1000451-30-5 38
5 2-Fluoro-N-(1,3-thiazol-2-yl)ben... 222 C1@H7FN20S 000319-38-0 38
Abundance Scan 1383 (10.222 min): BF137063.D\data.ms (-1380) (- m/z 123.10 100.00%
123.1
55.1
5000
95.1
207.2 — —
163.1 10.00 10.50
0Fr ﬂwﬁﬁuiMmeMMMMuwwm‘%wqgﬁfﬁ m/z 55.18  53.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102204: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphth
123.0
69.0 95.0 207.0
5000 — —
10.00 10.50
151.0 m/z 109.10 44.,91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56906: 2-(2-Ethyl-1,3-dimethyl-cyclopent-2-enyl)-propan
1238.0
— —
10.00 10.50
5000 m/z 69.10 42 .88%
81.0
43.0
|t oy, 1670
o) I | ) T P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47984: .alpha.-Chloro-p-fluoroacetophenone — —
123.0 10.00 10.50
m/z 95.10 32.60%
5000 95.0
0 14.0 599 Aol | | 172.0
e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137063.D

Acqg On : 15 Jan 2024 15:11
Operator : CG\JU

Sample : P1132-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 o-Terphenyl Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.686 44.68 ng 788149  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Terphenyl 230 C18H14 000084-15-1 98
2 Naphthalene, 2-styryl- 230 C18H14 002039-70-5 93
3 6,6-Diphenylfulvene 230 C18H14 002175-90-8 93
4 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 86
5 Naphthacene, 5,12-dihydro- 230 C18H14 000959-02-4 64

Abundance Scan 1632 (11.686 min): BF137063.D\data.ms (-1629) (- m/z 230.10 100.00%
1

5000

11.50 12.00
m/z 229.10  69.34%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #111840: o-Terpheny!
230.0
5000 —T —
11.50 12.00
114.0 m/z 215.10 37.80%
o 51.0 g5 165.0 200.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #111860: Naphthalene, 2-styryl-
230.0
— —
11.50 12.00
5000 ITI/Z 228.10 37.75%
114.0
) 51.0 3.0 152.0 189.
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #111855: 6,6-Diphenylfulvene —— ——
230.0 11.50 12.00

m/z 226.10  20.38%

5000

51.0
/ T = =
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137063.D

Acqg On : 15 Jan 2024 15:11
Operator : CG\JU

Sample : P1132-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 8 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.851 8.82 ng 155593  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 62
4 Octadecanoic acid 284 C18H3602 000057-11-4 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1660 (11.851 min): BF137063.D\data.ms (-1658) (- m/z 43.10 100.00%
43.1
5000
— ——
H H‘ 11.50 12.00
0Ll m/z 73.05 87.63%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 o P
129.0 11.50 12.00
83.0 213.0 m/z 60.00 74.38%
171.0 ‘
0’ i} \“ T “\ \“ \‘\H" o “\ T “\ T T
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0
P Py
11.50 12.00
5000 410 m/z 55.10 71.39%
129.0
185.0 228.0
oL ““ \“d‘u‘u‘ LW | {M‘\‘H} Lol “\‘ — ‘\‘ ————
miz--> 50 100 150 200 250
Abundance #92068: Tridecanoic acid “ —
73.0 11.50 12.00
m/z 41.10 67.72%
41.0
5000
129.0
‘ 171.0 214.0
oL “\‘ w‘u‘u‘ I “uhh\‘ wh’h “‘w‘ - ‘m‘ “ ‘\‘ | “\‘ C — ——
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137063.D

Acqg On : 15 Jan 2024 15:11
Operator : CG\JU

Sample : P1132-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Carbonic acid, prop-1-en-2-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.386 42.09 ng 742591  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 72
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 72
3 Tetratetracontane 619 C44H90 007098-22-8 64
4 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 64
5 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 64
Abundance Scan 1751 (12.386 min): BF137063.D\data.ms (-1748) (| m/z 57.10 100.00%
57.1
5000 Avww&kmwAwwfv
— —
‘ lﬂ 1 9931 12.00 12.50
o AlIEESE 22312070 h/z 4310 73.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
5000 — —
12.00 12.50
m/z 71.10 55.59%
ol J‘ 1250 196.0
HT\‘ \H‘T\H‘HH‘H\I‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
— —
12.00 12.50
5000 m/z 55.10 47 .28%
o Hf?:o 1960 280.0 J\
e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane “ T
57.0 12.00 12.50
m/z 41.10 43.31%
5000 AW*MV¢N&Wﬂ\WWN¢““ﬁwK
0 HJ 27.0197.0267.0337.0  463.0 5610
e A e e e e e e e P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11524\
Data File : BF137063.D

Acqg On : 15 Jan 2024 15:11
Operator : CG\JU

Sample : P1132-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
2-Pentanone, 4-... 5.022 5.8 ng 77554 1 6.781 265488 20.0
unknown9.257 9.257 2.2 ng 36594 3 9.816 327888 20.0
unknown9.516 9.516 2.1 ng 34995 3 9.816 327888 20.0
unknown9.675 9.675 3.4 ng 55718 3 9.816 327888 20.0
unknown9.722 9.722 2.7 ng 44754 3 9.816 327888 20.0
Decahydro-8a-et... 10.222 3.6 ng 59402 3 9.816 327888 20.0
o-Terphenyl 11.686 44.7 ng 788149 4 11.316 352831 20.0
n-Hexadecanoic ... 11.851 8.8 ng 155593 4 11.316 352831 20.0
Carbonic acid, ... 12.386 42.1 ng 742591 4 11.316 352831 20.0
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