LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60715.D

Acqg On : 1 Apr 2024 14:37
Operator : MA/JU

Sample : P1917-01

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

Signal : TIC: BGO60715.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.100 13 19 27 rBV3 32384 60828 1.46% 0.303%
2 3.176 27 32 43 rVB 312450 441096 10.57% 2.197%
3 4.481 250 254 261 rBV 51917 74349 1.78% 0.370%
4 5.080 349 356 366 rBV 1138937 1683488 40.36% 8.387%
5 5.533 425 433 441 rBV 738602 1151837 27.61% 5.738%

7.107 692 701 709 rBV 852455 1408627 33.77% 7
7.953 839 845 852 rBV = 219244 366743 8.79% 1
9.105 1032 1041 1051 rBV 431613 729854 17.50%  3.636%
10.527 1275 1283 1293 rBV 44211 77077 1.85% ©
10 10.750 1312 1321 1328 rBV 321450 561550 13.46% 2

11 13.212 1732 1740 1749 rVB 1355948 2101073 50.37% 10.467%
12 14.581 1964 1973 1981 rVB 580491 902283 21.63%
13 14.810 2002 2012 2017 rBV4 26636 66752 1.60%
14 16.067 2219 2226 2235 rBV 826756 1242919 29.80%

[e)NNe) BN IEY
w
w
w
B

15 17.330 2434 2441 2447 rBV 815047 1265007 30.32% 302%
16 18.241 2591 2596 2601 rBV2 43361 67216 1.61% ©.335%
17 19.957 2879 2888 2897 rBV 3117219 4171523 100.00% 20.781%
18 20.298 2942 2946 2951 rVB 38414 43820 1.05% 0.218%
19 20.791 3027 3030 3035 rVB 52618 58788 1.41% 0.293%
20 21.296 3110 3116 3128 rVB2 101756 221008 5.30% 1.101%
21 21.590 3159 3166 3178 rVB 830427 1415738 33.94% 7.053%
22 21.849 3206 3210 3216 rVB 63024 92919 2.23% 0.463%
23 22.460 3309 3314 3319 rBV2 62552 96313 2.31% ©.480%
24 23.153 3427 3432 3436 rBV 41374 68265 1.64% ©.340%
25 23.335 3458 3463 3473 rVB 58909 118945 2.85% ©.593%
26 23.964 3566 3570 3578 rVB3 38221 80951 1.94% 0.403%

27 24.722 3690 3699 3713 rVB 527890 1504491 36.07% 7.495%

Sum of corrected areas: 20073460
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60715.D

Acqg On : 1 Apr 2024 14:37
Operator : MA/JU

Sample : P1917-01

Misc

ALS vial : 7 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: BG060715.D\data.ms
3000000

2500000
2000000

1500000

5.080

1000000 7107
5.533

500000 9.105
3.176 7953 10.750

.100 4.481 10.52

O\A\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ﬁ\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG060715.D\data.ms
3000000 19.p57

2500000
2000000
15000001 13 212

1000000 16.067 17.330 21.590

14.581

500000

21.296
4.810 18.241 20.29820.791 21.849 22.460

Time--> 3.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG060715.D\data.ms
3000000

o

2500000

2000000

1500000

1000000

24.722
500000

232%335 23.964
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60715.D

Acqg On : 1 Apr 2024 14:37
Operator : MA/JU

Sample : P1917-01

Misc

ALS vial : 7 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 2
R.T. EstConc Area Relative to ISTD R.T.
3.176  24.05 ng 441096  1,4-Dichlorobenzene-d4 7.953

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
Abundance  Scan 32 (3.176 min): BG060715.D\data.ms (-27) (-) m/z 73.10 100.00%

73.1
43.0
5000
87.1

n 320 340 3.60
“H‘“HH_HWuuu‘HH_:",‘H“w_m‘w_m‘w m/z 43.00 53.01%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 R A ASEaEEaT
320 3.40 3.60
43.0

87.0 m/z 55.05 35.39%

290
ff!f?ov
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0

3.20 340 3.60

o

o

5000 41.0 55.0 m/z 87.10 25.00%
27.0
0 ‘ ‘ ‘\ I | ‘ i I | 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- e
73.0 3.20 3.40 3.60

m/z 41.10 16.50%

5000 43.0
58.0
29.0 ‘ 870
\H\ |

m/z--> 20 30 40 50 60 70 80 90 100 110120 130 3.20 3.40 3.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60715.D

Acqg On : 1 Apr 2024 14:37
Operator : MA/JU

Sample : P1917-01

Misc

ALS vial : 7 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 3 3-Penten-2-one, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.481 4.05 ng 74349  1,4-Dichlorobenzene-d4 7.953

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 86
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
Abundance Scan 254 (4.481 min): BG060715.D\data.ms (-250) (-) m/z 55.00 100.00%
55.0
5000
98'0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ | ‘ se6 324 4.20 4.40 4.60 4.80
ol b4 2089 2985 St sz 83.00  73.53%
miz-> 50 100 150 200 250 300
Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0
5000 L L B I BN AL
43.0 4.20 4.40 4.60 4.80
m/z 43.00 46.05%
O' \\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #3553: 3-Hexen-2-one
55.0
R EERAREEEE S
4.20 4.40 4.60 4.80
5000 m/z 39.00 25.92%
98.0
1L5.
0
miz--> 50 100 150 200 250 300
Abundance #3764: 2-Pentene, 3,4-dimethyl-
55.0 4.20 4.40 4.60 4.80
m/z 98.00  23.85%
5000
98.0
99, |
iy R S —
m/z--> 50 100 150 200 250 300 4.20 4.40 4.60 4.80
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
BGO60715.D

1 Apr 2024 14:37

: MA/JU
. P1917-01

: 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

5.080 91.81 ng 1683490 1,4-Dichlorobenzene-d4 7.953

Hit# of 5 Tentative ID MW MolForm CASH# Qual
-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 83
,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
cetone 58 C3H60 000067-64-1 12

uih wNnPE
k>N

-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
-Aminovaleric acid 117 C5H11NO2 000660-88-8 9
Abundance Scan 356 (5.080 min): BG060715.D\data.ms (-349) (-) m/z 43.00 100.00%
43.0
5000
R RRaRmEmaEEsEEs
‘ 101.0 ‘ 4.80 5.00 5.20 5.40
Ol e300 ) 178922742570 s 59 19 41.99%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB L B L B AL LR
4.80 5.00 5.20 5.40
m/z 58.05 16.38%
15.0 ‘ 101.0
0 \‘\\\‘\‘\‘f‘“”“h“\}‘\\\\“HH“‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #4528: 2,3-Butanedione, monooxime
43.0
 Rm RaRRRREEEERES
4.80 5.00 5.20 5.40
5000 m/z 101.00 11.66%
101.0
15.0 L
0Lt b e
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #237: Acetone R RAREREEE T
43.0 4.80 5.00 5.20 5.40
m/z 41.05 7.21%
5000
15.0
0 R e A Raaa
m/z--> 0 20 40 60 80 100120140160180200220240 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60715.D

Acqg On : 1 Apr 2024 14:37
Operator : MA/JU

Sample : P1917-01

Misc

ALS vial : 7 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 Di-sec-Butyl ether Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.527 2.75 ng 77077  Naphthalene-d8 10.750
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 59
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 56
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 50
4 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 50
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50

Abundance Scan 1283 (10.527 min): BG060715.D\data.ms (-1275) (- m/z 57.10 100.00%

57.1
5000

‘ 87.1 10.50
O bl bl e m/z 45.00 92.78%
mfz--> 20 40 60 80 100 120 140 160 180
Abundance #15681: Di-sec-Butyl ether
45.0
5000
101.0 1050

m/z 41.10 37.90%

50 | 170 | e
T 1T ‘ TTTT ‘ T ‘ T 1T ‘ TTTT ‘ TTTT ‘ TTTT ‘ T 1T ‘ T 1T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0

o

10.50
5000 ITI z 75.00 15.68%
150 ‘ 75.0
100.0
N AT Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #81995: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- I AL ‘
45.0 10.50

m/z 56.00  15.32%

5000
89.0
0 2%% ‘d 69.0 | 1190 14401630 WA
e e bl b e et ‘

m/z--> 20 60 80 100 120 140 160 180 10 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60715.D

Acqg On 1 Apr 2024 14:37

Operator : MA/JU

Sample : P1917-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: 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 Sulfurous acid, butyl hexad... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.296 3.12 ng 221008 Chrysene-di2 21.590
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 91
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 91
3 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 83
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 80
5 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 80

Abundance Scan 3116 (21.296 min): BG060715.D\data.ms (-3110) (-
57.1

m/z 57.10 100.00%

:

5000
21.00 21.50
o ““ ““ i 1770 2220 2809 3%6. . 43.05 s1.30%
miz--> 50 100 150 200 250 300 350
Abundance #271592: Sulfurous acid, butyl hexadecyl ester
57.0
5000 — —
21.00 21.50
m/z 71.10 49.107%
O T \ ‘ ‘H‘ M \H \“?? Q\ ]\_8\3\()‘ \22\5\0\ ‘ T \2\8\9 9\ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #284588: Sulfurous acid, butyl heptadecyl ester
57.0
— —
21.00 21.50
5000 ITI/Z 85.10 43.19%
0 \‘ il ‘ F \M H 1l HQ 183.0 2390 291.0
o —_—— 5
m/z--> 50 100 150 200 250 300 350
Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester Fe ——
43.0 21.00 21.50
m/z 55.10 35.54%
- il hwwmmwwwwhwvwwmvwww
ol m‘ ‘ ‘M 1220 169.0 2100
Ay “ T e e B I —r —r
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60715.D

Acqg On : 1 Apr 2024 14:37
Operator : MA/JU

Sample : P1917-01

Misc

ALS vial : 7 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... 3.176 24.1 ng 441096 1 7.953 366743 20.0
3-Penten-2-one,... 4.481 4.0 ng 74349 1 7.953 366743 20.0
2-Pentanone, 4-... 5.080 91.8 ng 1683499 1 7.953 366743 20.0
Di-sec-Butyl ether 10.527 2.8 ng 77077 2 10.750 561550 20.0
Sulfurous acid,... 21.296 3.1 ng 221008 5 21.590 1415740 20.0
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