LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60782.D

Acqg On : 4 Apr 2024 17:34
Operator : MA/JU

Sample : P1974-04

Misc :

ALS Vvial : 12 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_ G\Methods\8270-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60782.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.099 14 19 27 rVw4 27530 56908 1.86% 0.307%
2 3.175 27 32 48 rVB 411723 686486 22.42% 3.698%
3 3.692 115 120 129 rVB 33679 53590 1.75% 0.289%
4 5.073 348 355 362 rBV 45307 69377  2.27% ©.374%
5 5.537 426 434 448 rBV 944851 1459752 47.68% 7.863%

7.112 695 702 714 rBV 881052 1476835 48.23%
7.952 838 845 853 rBV 252684 418456 13.67%
9.104 1032 1041 1049 rBV 521740 914124 29.86%
10.525 1275 1283 1289 rBV 21352 34748 1.13%
10 10.749 1313 1321 1328 rBV 319025 562121 18.36%

woe AN
0
N
PN
R

11 11.489 1440 1447 1456 rBV3 17001 32345 1.06%
12 13.211 1732 1740 1747 rBV 1061873 1655240 54.06%
13 14.580 1965 1973 1980 rBV 518645 834102 27.24%
14 14.809 2003 2012 2018 rBV6 26958 63725 2.08%
15 16.066 2219 2226 2238 rBV 1172149 1798839 58.75%

IR N
IS
©
w
3R

16 17.329 2435 2441 2446 rBV 739834 1133311 37.
17 17.370 2446 2448 2453 rW 64915 80362 2
18 18.240 2588 2596 2607 rBv2 113732 190525 6.22%
19 19.386 2785 2791 2797 rBV 127179 190436 6
20 19.515 2810 2813 2819 rBV5 38784 57186 1

ORr RO
(]
N
o))
R

21 19.744 2844 2852 2857 rBV 116243 195247 6.38%
22 19.956 2882 2888 2894 rBV 2362830 3061834 100.00% 16.493%

[y
[
Ui
N
R

23 21.278 3108 3113 3124 rBV4 170274 305816  9.99% 1.647%
24 21.595 3159 3167 3172 rBV2 789239 1411421 46.10% 7.603%
25 21.836 3204 3208 3213 rBV3 42391 61534 2.01% 0.331%
26 22.447 3307 3312 3322 rBV5 47904 108503 3.54% ©.584%
27 23.140 3426 3430 3434 rBV3 27084 43176 1.41% ©.233%
28 23.939 3562 3566 3570 rBV5 23740 40218 1.31% 0.217%
29 24.580 3670 3675 3685 rVB2 42478 113904 3.72% 0.614%
30 24.738 3691 3702 3721 rBV 517142 1453939 47.49%  7.832%

Sum of corrected areas: 18564060
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60782.D

Acqg On : 4 Apr 2024 17:34
Operator : MA/JU

Sample : P1974-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060782.D\data.ms
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Abundance TIC: BG060782.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60782.D

Acqg On : 4 Apr 2024 17:34
Operator : MA/JU

Sample : P1974-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.175 32.81 ng 686486 1,4-Dichlorobenzene-d4 7.952

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 43
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
Abundance  Scan 32 (3.175 min): BG060782.D\data.ms (-27) (-) m/z 73.05 100.00%

73.0
5000

e
JH 3.20 340 3.60
A T S e e e m/z

131.1 207.0 528. 43.95 51.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 e AR R R R
320 340 360

m/z 55.05 36.75%

A
‘\\\\‘11\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0

3.20 340 3.60
5000 m/z 87.10 24.62%

15 |

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #9527: 3-Pentanol, 2,4-dimethyl- e
73.0 3.20 340 3.60

m/z 41.00 16.63%
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L e
miz--> 0 50 100 150 200 250 300 350 400 450 500 320 340 3.60

o

o

o

8270-BGO32924.M Fri Apr 05 12:39:36 2024 Page: 3



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

4

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
BGO60782.D

Apr 2024 17:34

: MA/JU
. P1974-04

12

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown3.692 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
3.692 2.56 ng 53590 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 43
2 Propanenitrile, 3-methoxy- 85 C4H7NO 000110-67-8 9
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
4 Butanenitrile, 2-(methoxymethoxy) 129 C6H11NO2 1000196-86-5 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance Scan 120 (3.692 min): BG060782.D\data.ms (-115) (-) m/z 45.10 100.00%
45.1
5000 /km
R A RARREEREE
3.40 3.60 3.80 4.00
Obrrrprerrihet e e 2088 mjz 42,95 22.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1084: Propylene Glycol
45.0
5000 UL L LI L L I L
3.40 3.60 3.80 4.00
m/z 61.00 6.08%
0\\%\Q‘H-\q}“\‘\“‘l‘\\\“‘\\7\6\.3\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1758: Propanenitrile, 3-methoxy-
45.0
A ARAREEEEREE
3.40 3.60 3.80 4.00
5000 m/z 44.00 5.06%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1093: (S)-(+)-1,2-Propanediol AR AR
45.0 3.40 3.60 3.80 4.00
m/z 42.00 3.96%
5000
0 19'0\\\ Al | 0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60782.D

Acqg On : 4 Apr 2024 17:34
Operator : MA/JU

Sample : P1974-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.073 3.32 ng 69377 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 43
3 Dimethadione 129 C5H7NO3 000695-53-4 38
4 2-Pentanol, 5-methoxy-2-methyl- 132 C7H1602 055724-04-4 28
5 3-Octanol 130 C8H180 000589-98-0 28
Abundance Scan 355 (5.073 min): BG060782.D\data.ms (-348) (-) m/z 43.00 100.00%
43.0
5000
P T
| 101.0 ( 4.80 5.00 5.20 5.40
ol 280 5o 16 54.68%
miz-> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L BN R
4.80 5.00 5.20 5.40
m/z 58.10 16.31%
‘ 101.0
01\3“\0‘“\‘ ‘\h‘ ‘ ‘\ T \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T 1
miz--> 50 100 150 200 250
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
4.80 5.00 5.20 5.40
5000 m/z 101.00 12.82%
101.0
27.0‘
0 \\”thmlh\‘\‘ ————————
miz--> 50 100 150 200 250
Abundance #14689: Dimethadione R RARREEEEEE T
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.07%
5000
129.0
N “L |0 |
e B — —
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60782.D

Acqg On : 4 Apr 2024 17:34
Operator : MA/JU

Sample : P1974-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.240 3.36 ng 190525  Phenanthrene-di10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 2596 (18.240 min): BG060782.D\data.ms (-2588) (- | m/z 43.05 100.00%
43.0 73.0
5000
129.1
213.2
157.1 e —
‘ ‘ ‘ H 185.1 256.1 18.00 18.50
oWWMH‘J‘M““M‘mw‘: mm;“_“”_Mmwwu‘_ m/z 60.00 90.67%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
1
43.0 730
5000 129.0 T o gquantraaliy
18.00 18.50
171.0 m/z 72.95 88.99%
N
OJ\-\\I:_)\.R‘}H‘“‘HH\“ \H\‘\‘H!\H““H‘M‘\‘\‘\\“\\}\“HH‘\‘\H‘\H‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
oot P
18.00 18.50
5000 129.0 m/Z 41.10 80.60%
: 157.01850 213.0 256.0
0 ww“:‘”
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid = —
43.0 73.0 18.00 18.50
m/z 55.00 70.24%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ Uit —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Data Path :
Data File :
Acqg On : 4

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
BGO60782.D

Apr 2024 17:34

Operator : MA/JU

Sample
Misc
ALS vial : 12

Quant Method
Quant Title

TIC Library

. P1974-04

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Docosene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.278  4.330g ses816  Chrysene-di2 21.595
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11-Docosene se8 CooHaa 061599-67-3 95
2 1-Nonadecene 266 C19H38 018435-45-5 91

3 Heptafluorobutyric acid, hexadec... 438 C20H33F702
4 Pentafluoropropionic acid, hexad... 388 C19H33F502

006385-15-5 91
006222-07-7 91

5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 3113 (21.278 min): BG060782.D\data.ms (-3108) (- | m/z 43.10 100.00%
3.1
20 J/\m
oo orss
229.1 . .
ol “ H LA J8LE L 2820 3549 ./ 55.e5  91.02%
miz--> 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene
55.0
5000 - -
11.0 21.00 21.50
‘ m/z 57.10  89.24%
O\\‘\“" H ‘H‘ “ \‘\‘\“6\7\\0\‘\\\\‘\\\???p\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #155960: 1-Nonadecene
41.0
—r —
21.00 21.50
5000 m/z 83.10  65.39%
R RRECT I T I
m/z--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester S —
57.0 21.00 21.50
m/z 69.10 59.46%
169.0
224,
o LU T 22002890 gy e e
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60782.D

Acqg On : 4 Apr 2024 17:34
Operator : MA/JU

Sample : P1974-04

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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... 3.175 32.8 ng 686486 1 7.952 418456 20.0
unknown3.692 3.692 2.6 ng 53590 1 7.952 418456 20.0
2-Pentanone, 4-... 5.073 3.3 ng 69377 1 7.952 418456 20.0
Tridecanoic acid 18.240 3.4 ng 190525 4 17.329 1133310 20.0
1-Docosene 21.278 4.3 ng 305816 5 21.595 1411420 20.0
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