LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13635.D

Acqg On : 28 Jan 2023 01:06
Operator : CG/JU

Sample : 01190-06

Misc :

ALS Vvial : 18 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 P\Methods\8270E-BP012623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO13635.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.223 3 6 17 rVB 1347048 1579596 19.96% 3.724%
2 5.217 336 345 353 rBV 1055553 1484559 18.75% 3.500%
3 5.687 417 425 434 rBV 2595518 3837868 48.48% 9.049%
4 7.299 691 699 707 rBV 2369492 3734436 47.18%  8.805%
5 8.152 837 844 850 rBV 629032 985167 12.45%  2.323%

6 9.328 1032 1044 1053 rBV 1237984 2029049 25.63% 4.784%
7 10.981 1318 1325 1335 rBV 694954 1176520 14.86% 2.774%
8 13.416 1731 1739 1752 rBV 3420332 5034527 63.60% 11.870%
9 14.787 1963 1972 1981 rBV 941391 1446520 18.27% 3.411%
10 16.145 2197 2203 2209 rBV 108009 149636 1.89% ©.353%

11 16.281 2218 2226 2240 rBV 2800294 4169382 52.67% 9
12 17.545 2434 2441 2446 rBV 1256988 1799317 22.73% 4
13 17.587 2446 2448 2456 rVV 74253 97432 1.23%  0.230%
14 18.398 2581 2586 2592 rBV 304597 431259 5.45% 1
15 19.534 2775 2779 2785 rVB 212745 291224 3.68% ©

16 19.628 2791 2795 2800 rBV 91873 132656 1.68% ©.313%
17 19.886 2835 2839 2848 rVB 192939 262803 3.32% ©0.620%
18 20.081 2866 2872 2883 rBV 6419098 7915760 100.00% 18.664%
19 21.298 3075 3079 3086 rBV 486455 659652  8.33% 1.555%
20 21.628 3129 3135 3139 rBV 1823466 2613621 33.02% 6.162%

21 24.216 3569 3575 3585 rVB2 1217730 2581951 32.62% 6.088%

Sum of corrected areas: 42412935
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
BP©13635.D

: 28 Jan 2023 01:06

: CG/JU

: 01190-06

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13635.D

Acq On : 28 Jan 2023 01:06
Operator : CG/JU

Sample : 01190-06

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.223  32.07 ng 1579600 1,4-Dichlorobenzene-d4 8.152

Hit# of 5 Tentative ID MW MolForm CAS# 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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9

Abundance Scan 6 (3.223 min): BP013635.D\data.ms (-3) (-) m/z 73.10 100.00%

3.1
5000
RN AREEENREEES S
\ ‘ 3.303.40 3.50 3.60
ob il 1331 218828083409 422.3479.85384 ./, 43,00  31.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 RN N R R R
3.303.403.50 3.60
m/z 87.10  25.60%
O\\'LLM‘“\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
RN A REEENREEESEE
3.303.403.50 3.60
5000 m/z 55.05 23.49%
OHM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- R RARRREEL
73.0 3.303.403.50 3.60
m/z 71.10 11.20%
5000
0HH\“\“‘H‘\\‘\\u‘\\\\‘\\\\‘\\\\‘uH‘HHWHWHWH‘\ B N R AN AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13635.D

Acq On : 28 Jan 2023 01:06
Operator : CG/JU

Sample : 01190-06

Misc

ALS vial : 18

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T.
5.217 30.14 ng 1484560 1,4-Dichlorobenzene-d4 8.152

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2-Propanone, 1-cyclopropyl- 98 C6H100 004160-75-2 9

Abundance Scan 345 (5.217 min): BP013635.D\data.ms (-336) (-) m/z 43.00 100.00%

43.0
5000
101.0  EREEERS & SR
J ‘ 4.80 5.00 5.20 5.40 5.60
Ol i 159,3210.7280.8340.8 416.9475.4533.9 1/, 59.00  56.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [TT T T[T T T T[T T T T[T T T TT
4.80 5.00 5.20 5.40 5.60
m/z 100.95  21.44%
101.0
O‘\\"f“\“ \\l\"\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9501: n-Propy! t-butyl ether
59.0
R
4.80 5.00 5.20 5.40 5.60
5000 m/z 57.95 17.59%
oolllsgme
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9492: 2-Hexanol, 2-methyl- T
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.40%
5000
o_uMh‘hH‘,“m,mwH‘ww_m_m‘mwm_m_ SUESNNN § WS——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13635.D

Acq On : 28 Jan 2023 01:06
Operator : CG/JU

Sample : 01190-06

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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 3 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.145 2.07 ng 149636  Acenaphthene-di0 14.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H16N2 000103-33-3 64
31,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 64
4 Benzoic acid, 2-benzoyl- 226 C14H1003 000085-52-9 56
5 3,3'-Dimethylbiphenyl 182 C14Hi4 000612-75-9 27
Abundance Scan 2203 (16.145 min): BP013635.D\data.ms (-2197) (- m/z 105.00 100.00%
105.0
182.1
5000
—
39 16 00 16.50
oL L 2810 3548412.4469.28322 /7 77.00  63.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
182.0
5000 s s
16.00 16.50
m/z 182.05 56.13%
O \\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56777: Azobenzene
77.0
— —
182.0 16.00 16.50
5000 51.00 22.70%
0 “""‘,“,“‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
105.0 16 00 16 50
m/z 181.10 9.48%
5000 182.0
324 |1 |
S B ot
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13635.D

Acq On : 28 Jan 2023 01:06
Operator : CG/JU

Sample : 01190-06

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.398 4.79 ng 431259  Phenanthrene-d10 17.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 93
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2586 (18.398 min): BP013635.D\data.ms (-2581) (- m/z 73.00 100.00%

9.

5000
213.2
== —
“h 18.00 18.50
ol il me ‘MMH\‘?9?1?‘5““941‘5‘?““‘5“19?‘_ m/z 59.95 82.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ]
18.00 18.50
” 213.0 m/z 43.05 69.21%
O‘\\\J" \L‘"\L“}\HL\\!\\“\\‘\1‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
== ——
18.00 18.50
5000 ITI/Z 57.10 65.45%
185.0 284.0
oMb L L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid = T
73.0 18.00 18.50
m/z 55.05 61.31%
5000
185.0
sl .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13635.D

Acq On : 28 Jan 2023 01:06
Operator : CG/JU

Sample : 01190-06

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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 5 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.887 2.01 ng 262803  Chrysene-d12 21.628
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene 202 CleH1e 000129-00-0 95
2 Fluoranthene 202 CleH1ie 000206-44-0 87
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 59
4 1-Leucyl-1-leucine, N,N'-dimethy... 514 C28H54N206 1000328-59-6 50
5 1-Leucyl-1-leucine, N,N'-dimethy... 528 C29H56N206 1000328-59-7 50
Abundance Scan 2839 (19.886 min): BP013635.D\data.ms (-2835) (- m/z 202.05 100.00%
202.1
5000 /XA
— —4
101.0 19.50 20.00
01390 | . . [, 2BL0 35414160474.9535.9 ., j00.00  21.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78084: Pyrene
202.0
5000 1950 2000
101.0 -
m/z 201.05 15.78%
O‘\\3\91.R\|\|\“‘\f\\‘l\\l\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78088: Fluoranthene
202.0
. r=ry
19.50 20.00
5000 m/z 203.00 15.22%
101.0
0l.39.0 ] ‘
R e o R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #78094: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- 5 —
202.0 19.50 20.00
m/z 101.00 12.08%
5000
0390 010
e e = e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13635.D

Acq On : 28 Jan 2023 01:06
Operator : CG/JU

Sample : 01190-06

Misc

ALS vial : 18

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M

: C:\Database\NIST20.L

TIC Integration Parameters:

LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.298 5.05 ng 659652  Chrysene-d12 21.628
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexadecane 224 C1éH32 000295-65-8 98
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 96
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 3079 (21.298 min): BP013635.D\data.ms (-3075) (- m/z 57.05 100.00%
57.0
5000 JL”WMWNWA\MAAMW“MA
== —
“ } 8. 3551 21.00 21.50
ol xwﬂlmm ‘H'\‘ 202.93%5.1413.0474.6535.7 /7 43.05  78.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104595: Cyclohexadecane
55.0
5000 T Mt
21.00 21.50
” FTO 294.0 m/z 55.05 77.91%
O\\ ‘1‘\'\\‘%111\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
— —
21.00 21.50
5000 m/z 83.10 76.41%
125.0
o UL L0 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol T T
57.0 21.00 21.50
m/z 69.00 67.06%
5000
125.0
oLt { 11} 1820 250.0308,0 378.0
R o A H A e —= —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13635.D

Acqg On : 28 Jan 2023 01:06
Operator : CG/JU

Sample : 01190-06

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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... 3.223 32.1 ng 1579600 1  8.152 985167 20.0
2-Pentanone, 4-... 5.217 30.1 ng 1484560 1  8.152 985167 20.0
Benzophenone 16.145 2.1 ng 149636 3 14.787 1446520 20.0
n-Hexadecanoic ... 18.398 4.8 ng 431259 4 17.545 1799320 20.0
Benzene, 1,1'-(... 19.887 2.0 ng 262803 5 21.628 2613620 20.0
Cyclohexadecane 21.298 5.0 ng 659652 5 21.628 2613620 20.0
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