LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60714.D

Acqg On : 1 Apr 2024 13:56
Operator : MA/JU

Sample : P1913-01

Misc :

ALS vial : 6 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: BGO60714.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 13 19 27 rBV 58679 106650 2.29% 0.520%
2 3.175 27 32 42 rVB 290320 404417 8.68% 1.972%
3 4.480 250 254 260 rBV 34149 49495 1.06% 0.241%
4 5.085 349 357 370 rBV 3106954 4661718 100.00% 22.734%
5 5.531 426 433 446 rBV 431004 676195 14.51% 3.298%

7.166 693 701 712 rBV 556363 925078 19.84%
7.958 838 846 852 rBV 201181 344821  7.40%
9.104 1032 1041 1050 rBV 374874 664796 14.26%
10.532 1277 1284 1290 rBvV2 32718 55789 1.20%
10 10.749 1315 1321 1328 rBV 296662 520723 11.17%

NOWR D
N
i
N
B

11 13.211 1732 1740 1747 rBV 1191082 1819068 39.02%
12 14.580 1965 1973 1980 rBV 532796 832992 17.87%
13 16.066 2220 2226 2235 rBV 400190 597499 12.82%
14 16.842 2349 2358 2359 rBv4 35417 63120 1.35%

VO N_~O®
o)
=
D
B

15 17.329 2435 2441 2447 rBV 795148 1201851 25.78% 861%
16 18.240 2592 2596 2605 rBV2 62027 93546 2.01% 0.456%
17 19.521 2809 2814 2822 rVB3 38645 61540 1.32% 0.300%
18 19.956 2882 2888 2894 rBV 2900013 3773842 80.95% 18.404%
19 20.796 3027 3031 3035 rVB 43879 48126 1.03% 0.235%

20 21.301 3110 3117 3122 rBV3 75062 154801 3.32% ©.755%

21 21.589 3159 3166 3173 rBV2 832847 1372353 29.44% 6.693%
22 21.848 3206 3210 3216 rBvV2 48729 69267 1.49% 0.338%
23 22.459 3308 3314 3319 rBV2 59550 105540 2.26% ©.515%
24 23.152 3427 3432 3439 rBV2 46327 95838 2.06% 0.467%
25 23.340 3458 3464 3473 rVB2 37462 78820 1.69%  0.384%
26 23.957 3564 3569 3578 rVB3 49748 108254  2.32% 528%

27 24.727 3689 3700 3713 rBV2 500537 1454216 31.19%

OO ND®
[
]
N
R

28 24.909 3725 3731 3738 rVB6 35241 88226 1.89% 430%
29 26.049 3918 3925 3933 rBV5 26182 76884 1.65% 375%
Sum of corrected areas: 20505465
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60714.D

Acqg On : 1 Apr 2024 13:56
Operator : MA/JU

Sample : P1913-01

Misc

ALS vial : 6 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: BG060714.D\data.ms
3000000 5.085

2500000
2000000
1500000

1000000

7.106

500000 5.531
3.175 9.104 10.749

7.958
.0&9 4.480 10.53

0/\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ L L L L B B L B

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG060714.D\data.ms
3000000 19.956

2500000

2000000

1500000
13.211

1
000000 17329 21.589

14.580
500000 16.066

16.842 18.240 19.521 20.796 21.301 /21,848 22.459
O P T T T T T T T T e T T e T T T

Time--> 13.00 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: BG060714.D\data.ms
3000000

2500000

2000000

1500000

1000000

24.727
500000

232%340 23.957 .909 26.049
|

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60714.D

Acqg On : 1 Apr 2024 13:56
Operator : MA/JU

Sample : P1913-01

Misc

ALS vial : 6 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.
3.175 23.46 ng 404417 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 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 32 (3.175 min): BG060714.D\data.ms (-27) (-) m/z 73.00 100.00%

73.0
43.0
5000
87.1

I 320 340 3.60
MR w2 43.00  54.17%

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 SRR EaREe
320 340 360
43.0

87.0 m/z 55.00  35.34%

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 24.80%
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 41.05 16.12%

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 : BGO60714.D

Acqg On : 1 Apr 2024 13:56
Operator : MA/JU

Sample : P1913-01

Misc

ALS vial : 6 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 4

R.T. EstConc Area Relative to ISTD R.T.
4.480 2.87 ng 49495  1,4-Dichlorobenzene-d4 7.952
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 86
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
4 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 78
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 78
Abundance Scan 254 (4.480 min): BG060714.D\data.ms (-250) (-) m/z 55.05 100.00%
55.
83.1
5000
450 440 460 450
i ‘ 185.8 " 83.10  80.02%
0+t A e e e m/z 83.10 80.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 \\\‘Z\O\H‘HH‘\WH,HH
29.0 4.20 4.40 4.60 4.80
m/z 43.00 58.52%
0 \\\‘\“}\\“ihu”i“l‘\\H“}\\\“\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R A REEES T
290 4.20 4.40 4.60 4.80
5000 m/z 39.05 28.78%
o} L e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3775: 2-Pentene, 2,4-dimethyl-
55.0 830 4.20 4.40 4.60 4.80
m/z 98.00 24.85%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60714.D

Acqg On : 1 Apr 2024 13:56
Operator : MA/JU

Sample : P1913-01

Misc

ALS vial : 6 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 1
R.T. EstConc Area Relative to ISTD R.T.
5.085 270.38 ng 4661720 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 83
2 Acetone 58 C3H60 000067-64-1 22
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
5 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9

Abundance Scan 357 (5.085 min): BG060714.D\data.ms (-349) (-) m/z 43.00 100.00%

43.0
5000 59.1
R ERARAREE SRR
83.0 101.1 4.80 5.00 5.20 5.40
bl ol (710 830 | sz 59,10 41.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I L L BN
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 58.00 18.06%
O \\\‘\f‘f‘f‘\\f‘?‘ﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #242: Acetone
43.0
R ARARAREE SRR
4.80 5.00 5.20 5.40
5000 m/z 101.10 10.61%
58.0
15.0 27.0 ‘
O ettt e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate A RARE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 7.67%
5000
58.0
0 15\0 2?0 LhL . 72\0 109-0
e e e e e e e AR EAmEREE T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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 : BGO60714.D

Acqg On : 1 Apr 2024 13:56
Operator : MA/JU

Sample : P1913-01

Misc

ALS vial : 6 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 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 5 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.531 2.14 ng 55789  Naphthalene-d8 10.749
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-(2-butoxyethoxy)-
2 Tetraethylene glycol

162 C8H1803
194 C8H1805

000112-34-5 78
000112-60-7 53

3 (+-)-5-Methyl-2-hexanol 116 C7H160 111768-09-3 50
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 47
5 1-Methoxy-3-methyl-3-butene 100 C6H120 034752-58-4 47

Abundance Scan 1284 (10.531 min): BG060714.D\data.ms (-1277) (- ' m/z 45.00 100.00%
45.0
5000
A ‘f\ T T ‘ T ‘
| 750 4011 10.50
0 “"“"‘hNuNMWM‘wﬂ“ﬂﬁ“w““““““‘ m/z 57.10 98.49%
miz--> 20 40 60 80 100 120 140
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 29.0 st bl e W i
10.50
‘ 750 m/z 41.10 43.65%
100.0
O \\]_\349‘ \‘\ ‘\‘\"‘H‘\ \‘!‘HH\ \‘1“\“ \“{‘\ T “\ L ‘ \1??.\0‘ L
m/z--> 20 40 60 80 100 120 140
Abundance #69772: Tetraethylene glycol
45.0
10.50
5000 ITI/Z 56.00 14.39%
89.0
29.0
ol L 730 w80
miz--> 20 40 60 80 100 120 140
Abundance #9503: (+-)-5-Methyl-2-hexanol
45.0 10.50
m/z 75.00 11.49%
5000
83.0
29.0
o 0 Leg to o
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60714.D

Acqg On 1 Apr 2024 13:56

Operator : MA/JU

Sample : P1913-01

Misc

ALS vial : 6 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 Nonadecane, 9-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.301 2.26 ng 154801  Chrysene-di12 21.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 90
2 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 86
3 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 86
4 Tetratetracontane 619 C44H90 007098-22-8 74
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 74

Abundance Scan 3117 (21.301 min): BG060714.D\data.ms (-3110) (- | m/z 57.05 100.00%
57.0
- kﬁmmewm»JAMWNJWmewv
‘ 99.0 21.00 21'50
155.1 207.0 ¢ . .
- H‘l ‘h Ly 1551 2070 2669 384t 4365 71.43%
miz--> 50 100 150 200 250 300 350
Abundance #176393: Nonadecane, 9-methyl-
57.0
5000 e ——
21.00 21.50
09.0 140.0 m/z 71.10 43.84%
O\“\\‘ “‘ ‘h‘ “ \M\‘\“ %830\22\4\q 2\67\\0\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #241461: Sulfurous acid, butyl tetradecyl ester
57.0
p -
21.00 21.50
5000 m/z 85.05 37.21%
o w\ u | 1390 1970 2490
—— ‘ T T o T e B T
m/z--> 100 150 200 250 300 350
Abundance #224370:Sumﬂousacm,buwIUMecyleﬁer . o
57.0 21.00 21.50
m/z 55.00 28.42%
- ML
Ll F 0 1290 18302350
— “““ ot P e
m/z--> 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 : BGO60714.D

Acqg On : 1 Apr 2024 13:56
Operator : MA/JU

Sample : P1913-01

Misc

ALS vial : 6 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 23.5 ng 404417 1 7.952 344821 20.0
3-Penten-2-one,... 4.480 2.9 ng 49495 1 7.952 344821 20.0
2-Pentanone, 4-... 5.085 270.4 ng 4661720 1  7.952 344821 20.0
Ethanol, 2-(2-b... 10.531 2.1 ng 55789 2 10.749 520723 20.0
Nonadecane, 9-m... 21.301 2.3 ng 154801 5 21.589 1372350 20.0
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