LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
Data File : BF130539.D

Acqg On : 05 Oct 2022 20:14
Operator : CG\JU

Sample : N4963-01

Misc :

ALS Vvial : 13  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-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130539.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.804 459 462 473 rBV 122093 143100 5.41% 1.134%
2 5.240 532 536 547 rBvV 737346 800928 30.28% 6.346%
3 6.275 708 712 728 rBV 699058 654093 24.73% 5.182%
4 6.634 769 773 776 rBV 495375 427234 16.15% 3.385%
5 7.204 865 870 873 rBV 1619561 1572339 59.44% 12.457%

6 7.834 973 977 987 rBV 105556 271669 10.27%  2.152%

7 7.916 987 991 1006 rVB 619064 601484 22.74%  4.765%

8 8.992 1170 1174 1177 rBV 3312116 2643551 99.94% 20.

9 9
9

9447%

.116 1191 1195 1206 rVB 34129 41545 1.57% 0.329%

10 .663 1284 1288 1298 rBV 618402 489332 18.50% 3.877%
11 10.451 1418 1422 1437 rVB 958804 822917 31.11% 6.520%
12 11.145 1536 1540 1548 rBV 517122 447474 16.92%  3.545%
13 11.545 1605 1608 1612 rVB 63407 47984 1.81% ©0.380%
14 12.251 1722 1728 1731 rBV 56030 45396 1.72% ©.360%
15 12.733 1805 1810 1813 rBV 3181354 2645048 100.00% 20.956%

16 13.774 1983 1987 2001 rBV 581493 589535 22.29% 4.671%
17 15.163 2218 2223 2228 rBV 316828 378286 14.30% 2.997%

Sum of corrected areas: 12621915
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 05 Oct 2022 20:14
¢ CG\JU
: N4963-01

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
BF130539.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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\BF100522\
Data File : BF130539.D

Acqg On : 05 Oct 2022 20:14
Operator : CG\JU

Sample : N4963-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 2
R.T. EstConc Area Relative to ISTD R.T.
4.804 6.70 ng 143100 1,4-Dichlorobenzene-d4 6.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 23
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 462 (4.804 min): BF130539.D\data.ms (-459) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 REEREREEEEEEams e
‘ 829 4.40 4.60 4.80 5.00 5.20
0rprereprreber bl e e e e M/z 59,18 63.48%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 | BN B B R
4.40 4.60 4.80 5.00 5.20
101.0 m/z 101.10 22.76%
0 29'\0 L m‘ 83\'0
H‘H\\‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
T e
4.40 4.60 4.80 5.00 5.20
5000 410 m/z 58.10 14 .80%
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- R A RARE
59.0 4.40 4.60 4.80 5.00 5.20
m/z 41.10 8.96%
5000
41.0
270 101.0
O bt 730
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
Data File : BF130539.D

Acqg On : 05 Oct 2022 20:14
Operator : CG\JU

Sample : N4963-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.834 9.03 ng 271669  Naphthalene-d8 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 954446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 50
Abundance Scan 977 (7.834 min): BF130539.D\data.ms (-973) (-) m/z 57.10 100.00%
57.1
5000
41.0 JK
750 ' 7.607.808.008.20
100.1 -60 7.80 8.00 8.
132.1
om_‘w“‘m““““ ‘U‘wHHNHHWH_H m/z 45.05  95.48%
m/z--> 20 60 80 100 120 140
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L I L L L I
41. 7.60 7.80 8.00 8.20
750 m/z 41.05  37.25%
101.0
miz-> 20 40 60 80 100 120 140
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)-
57.0
R R RAmEEE
7.60 7.80 8.00 8.20
5000 m/z 75.00 18.29%
41. 75.0
101.0
TP T R .
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- T ERRaREaE
45.0 7.60 7.80 8.00 8.20
m/z 87.10 14.92%
5000
89.0
29.0
m/z--> 20 40 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
Data File : BF130539.D

Acqg On : 05 Oct 2022 20:14
Operator : CG\JU

Sample : N4963-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.545 2.14 ng 47984  Phenanthrene-d10 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 89
3 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 87
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86
Abundance Scan 1608 (11.545 min): BF130539.D\data.ms (-1605) (1 m/z 74.00 100.00%
74.0
5000
43.1
143.1 A !
| L] as0 | 171210012272 o704 11.50
O bbbl bt L s L T m/z 87.80 77.98%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 b :
43.0 11.50
143.0 m/z 43.10 35.71%
‘u \“ ‘\‘ h\lc\)\lo | 17\10\199022\70 270.C
O\‘HH‘\H\‘H‘H‘\‘H\“HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

74.0
T I
11.50
5000 43.0 m/z 41.05 26.94%
oo 1430 seo 220
\‘HH‘\H\‘HH‘\H\“HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘\H\‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109317: Methyl 11-methyl-dodecanoate —— ‘
74.0 11.50
m/z 55.05 26.05%
5000
143.0 185.0
““‘1 1.0 ‘ 228.0
OF v e b e e e ey
m/z--> 20 40 60 80 100120140160 180200220 240260 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
Data File : BF130539.D

Acqg On : 05 Oct 2022 20:14
Operator : CG\JU

Sample : N4963-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.251 2.03 ng 45396  Phenanthrene-d10 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
2 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 87
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 78

Abundance Scan 1728 (12.251 min): BF130539.D\data.ms (-1722) (-  m/z 55.05 100.00%

5!:
5000
e o
H 37.1 1gpq 2222 2653 12.00 12.50
0 W T ESTHRAR N E 1 , m/z 69.00 60.21%
miz--> 50 150 200 250
Abundance #194440: 9-Octadecen0|c acid (2)-, methyl ester
55.0
5000
12.00 12.50
m/z 74.00  50.47%
1800 222.0 264.0
oL “\‘ \\“\ ‘M‘ Ema ‘\“ — ‘H‘ ‘2‘9\6’(
miz--> 50 150 200 250
Abundance  #194454: trans—lS—Octadecenmc acid, methyl ester
55.0
T ‘ T T ‘ T \n
12.00 12.50
5000 m/z 43.05 46.77%
97.0
264.0
38.0 180 0 2220
0]"5 ‘0\\‘ U‘ \HH J‘u H‘H\ ‘HM\ \[1\‘ allys ‘\h ul N ‘h‘ ‘2‘96(
miz--> 50 100 150 200 250
Abundance #194426: 13-Octadecenoic acid, methyl ester —— ——
55.0 12.00 12.50
m/z 83.00 46.60%
5000
87.0
264.0
180.0 222.0 J\
o) B— ‘\‘“‘ ‘\H 296.( M‘n‘”‘ ‘ "\NWMM‘
m/z--> 50 100 150 200 250 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
Data File : BF130539.D

Acqg On : 05 Oct 2022 20:14
Operator : CG\JU

Sample : N4963-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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-... 4.804 6.7 ng 143100 1 6.634 427234 20.0
Ethanol, 2-(2-b... 7.834 9.0 ng 271669 2 7.916 601484 20.0
Hexadecanoic ac... 11.545 2.1 ng 47984 4 11.145 447474 20.0
9-Octadecenoic ... 12.251 2.0 ng 45396 4 11.145 447474 20.0
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