LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55557.D

Acqg On : 11 Nov 2022 3:09
Operator : CG/JU

Sample : N5494-05

Misc :

ALS Vvial : 17 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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55557.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.330 3 7 24 rVB 249117 456656 16.32%  3.202%
2 4.710 235 242 249 rBV 38676 60650 2.17% 0.425%
3 5.327 340 347 356 rBV 292915 470316 16.81%  3.298%
4 5.792 419 426 439 rBV 726660 1197030 42.79%  8.393%
5 7.401 692 700 709 rBV 746244 1297207 46.37% 9.096%

6 8.265 840 847 853 rBV 167743 287218 10.27% 2
7 9.434 1039 1046 1055 rBV 423223 752070 26.88% 5
8 11.097 1320 1329 1336 rBV 228496 414421 14.81%  2.906%
9 13.512 1733 1740 1748 rVB 1100566 1753002 62.67% 12.
10 14.887 1967 1974 1983 rVB 378820 579240 20.71% 4

11 16.362 2218 2225 2238 rBV 922223 1379519 49.31%
12 17.625 2433 2440 2447 rBV 475107 738633 26.40%
13 18.483 2582 2586 2597 rBV2 65482 100440 3.59%
14 20.210 2874 2880 2886 rBV 2137145 2797362 100.00% 1
15 21.532 3100 3105 3111 rBV 96412 150510 5.38%
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16 21.796 3146 3150 3156 rVB4 20784 33709 1.21%
17 21.920 3165 3171 3180 rVB2 492662 836519 29.90%
18 23.712 3471 3476 3483 rVB2 53720 104209 3.73%
19 25.339 3743 3753 3767 rVB2 281575 853094 30.50%
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Sum of corrected areas: 14261805
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55557.D

Acq On : 11 Nov 2022 3:09
Operator : CG/JU

Sample : N5494-05

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055557.D\data.ms
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Abundance TIC: BG055557.D\data.ms
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Abundance TIC: BG055557.D\data.ms
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8270-BG110922.M Fri Nov 11 12:34:26 2022 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55557.D

Acq On : 11 Nov 2022 3:09
Operator : CG/JU

Sample : N5494-05

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.330  31.80 ng 456656  1,4-Dichlorobenzene-d4 8.271

Hit# of 5 Tentative ID MW MolForm CAS# 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 39

3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9

Abundance Scan 7 (3.330 min): BG055557.D\data.ms (-3) (-) m/z 73.00 100.00%
3.0

>

5000 43.0
e ARRRERRARRmasEREERNS
‘ 3.403.503.603.70
ol b 1950 7 43.00  44.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN R RN RN R
3.403.503.603.70
43.0 o
‘ m/z 55.00 31.85%
O T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
AR ARRARRRARS
3.403.503.603.70
5000 41.0 m/z 87.05 23.91%
0 97.0  129.0
T \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2307: 1,3-Dioxolane, 2-methyl- AR AR L AR
3.0 3.403.503.603.70
m/z 41.00 15.08%
5000 43.0 /\\
0 _‘U‘HpmH“Hm‘HH‘HH_WWHWHWH : B VNI
m/z--> 20 40 60 80 100 120 140 160 180 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55557.D

Acq On : 11 Nov 2022 3:09
Operator : CG/JU

Sample : N5494-05

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.710 4.22 ng 60650 1,4-Dichlorobenzene-d4 8.271

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
4 Cyclopropane, 1,1,2,2-tetramethyl- 98 C7H14 004127-47-3 86
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 86
Abundance Scan 242 (4.710 min): BG055557.D\data.ms (-235) (-) m/z 55.00 100.00%
55.0 83.0
5000 43.0
98.1
R RAEmE R
‘ 4.40 4.60 4.80 5.00
Obrr e e el m/z 83.08  99.99%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L L R L B B
43.0 98.0 4.40 4.60 4.80 5.00
29.0
m/z 43.00 43.24%
Ll 7.0 |
OH\‘\H\‘H}}‘\H‘\i\H\‘HH‘HH‘HH“HH‘HH“HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R R RERAEES
290 43.0 4.40 4.60 4.80 5.00
5000 m/z 39.00 28.07%
98.0
15.0
T 1 ST P -1, £

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #3784: 2-Pentene, 2,4-dimethyl-

83.0 4.40 4.60 4.80 5.00
55.0 m/z 98.10 27.10%

41.0
5000
27.0 98.0
15‘.0 ‘ ‘ 67.0

o) S S 1 A P YRRt M A S S W —

m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55557.D

Acq On : 11 Nov 2022 3:09
Operator : CG/JU

Sample : N5494-05

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.327 32.75 ng 470316 1,4-Dichlorobenzene-d4 8.271

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
Abundance Scan 347 (5.327 min): BG055557.D\data.ms (-340) (-) m/z 43.00 100.00%
3.0
o AREEEEEEE S
| 650 101.0 5.00 5.20 5.40 5.60
OFrrprerr el e e e M/ 59.00 48.57%
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 LB L B I R B
5.00 5.20 5.40 5.60
101.0 m/z 58.00 15.64%
Sl 0 83\'0
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
e
5.00 5.20 5.40 5.60
5000 57.0 m/z 101.00 14.09%
29.0
‘ 101.0
OH‘HH‘m““uH“MHWMumH‘HH"HHWH“HH_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate R RAmmEEE e R
43.0 5.00 5.20 5.40 5.60
m/z 41.00 7.68%
5000
58.0
150 270 | 72‘-0 100.0 "
ot PR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55557.D

Acq On : 11 Nov 2022 3:09
Operator : CG/JU

Sample : N5494-05

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.483 2.72 ng 100440  Phenanthrene-di0 17.625
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 50
Abundance Scan 2586 (18.483 min): BG055557.D\data.ms (-2582) (- | m/z 73.00 100.00%
1
43.0 730
5000
129.1
213.2 .
i -
0
oL—— M‘\M‘ M\ w‘\\‘u‘ uh‘\u M\‘ ul ‘\“ “ A N : \‘ ‘ m/z 60.00 83.91%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 I —
129.0 18.50
213.0 m/z 43.05 82.04%
‘ H ‘ 171.0 ‘
01‘4‘0 ‘\\ ‘“ I M\ w“\‘\‘\‘\hh“\ \M il H‘w\ ‘ “‘ “‘ “‘u\‘ _- h‘ - “ ——
miz—-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
i/
18.50
5000 129.0 m/z 57.00 76.25%
‘ 199.0 2420
0L— ‘\‘ w ‘H‘M h!\ ‘\HM“H Hhu\ ;‘M‘\‘u} “‘1‘5#"9 ;“ ‘i A “\ o
miz--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid
73.0 18.50
m/z 55.00 69.66%
43.0
5000
129.0
1710 2140
01‘41‘0‘\‘ UJ ‘u‘n‘ u‘l ‘um‘ ‘\H“L ‘m“” A ‘m‘ “\ ‘\‘ ‘ “\‘ e
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55557.D

Acq On : 11 Nov 2022 3:09
Operator : CG/JU

Sample : N5494-05

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.532 3.60 ng 150510  Chrysene-d12 21.920
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
2 1-Docosene 308 C22H44 001599-67-3 95
3 Cyclotetracosane 336 C24H48 000297-03-0 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 3105 (21.532 min): BG055557.D\data.ms (-3100) (- | m/z 57.00 100.00%
57.0
‘ 21550 |
9.1 1909 281.0 ’
ol—ih “‘H M‘ ‘MM o2 m/z 43.00  94.35%
m/z--> 50 100 150 200 250 300 350
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
83.0
5000 = :
21.50
‘ 250 m/z 54.95 82.03%
04 \“‘\‘m”i“\ 5 \“ \““ ‘H\‘h\ ‘\‘ h\ T ?_9\6‘(\)\ L
m/z--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene
55.0
]
97.0 21.50
5000 ITI/Z 83.00 66.55%
RYERRY Ll il 080
m/z--> 50 100 150 200 250 300 350
Abundance #244232: Cyclotetracosane
43.0 83.0 21.50
' m/z 68.95 61.81%
5000
250
ol \‘ I, 167.0 210.0250.0 2930 3360
— ““‘ by a2 : : ok Pl
m/z--> 50 100 150 00 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55557.D

Acq On : 11 Nov 2022 3:09
Operator : CG/JU

Sample : N5494-05

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 2,6,10,14,18-Pentamethyl-2,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.712 2.44 ng 104209 Perylene-di12 25.339
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 87
2 Supraene 410 C30H50 007683-64-9 72
3 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 64
4 5-Bromo-1-pentanol 166 C5H11BrO 034626-51-2 53
5 Propanoic acid, 2,2-dimethyl-, [... 306 C20H3402 1000164-38-8 53
Abundance Scan 3476 (23.712 min): BG055557.D\data.ms (-3471) (- | m/z 69.00 100.00%
69.0
5000
‘ 2350 2400
ol—dyl it ““‘ o “‘ Jﬂ“ 17902210 2610 3421 1, gl.e0  47.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #251574: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosay
69.0
5000 A Py
23.50 24.00
1210 m/z 41.00  25.40%
L1l ] 16302050 2730 3420
O\\‘\““\HwMH\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
—— —
23.50 24.00
5000 ITI/Z 95.10 15.77%
137.0
070 1 Ly |, 1910 273.0 3410  410.
iy A
m/z--> 50 100 150 200 250 300 350 400
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra
69.0 23.50 24.00
m/z 68.00 13.41%
5000
‘ 137.0
192.0
Bl 220 2o w0 Lyl
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55557.D

Acqg On : 11 Nov 2022 3:09
Operator : CG/JU

Sample : N5494-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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... 3.330 31.8 ng 456656 1 8.271 287218 20.0
3-Penten-2-one, ... 4.710 4.2 ng 60650 1 8.271 287218 20.0
2-Pentanone, 4-... 5.327 32.8 ng 470316 1 8.271 287218 20.0
n-Hexadecanoic ... 18.483 2.7 ng 100440 4 17.625 738633 20.0
Trichloroacetic... 21.532 3.6 ng 150510 5 21.920 836519 20.0
2,6,10,14,18-Pe... 23.712 2.4 ng 104209 6 25.339 853094 20.0
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