LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41521\
Data File : BF123580.D

Acqg On : 15 Apr 2021 22:00
Operator : JU/CG

Sample : M2049-04

Misc :

ALS Vvial : 20 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_F\METHODS\8270-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123580.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.163 6 13 19 rVB 2352641 3068480 53.54% 6.731%
2 5.087 503 510 515 rBV 137032 177014 3.09% 0.388%
3 5.487 573 578 581 rBV 5834809 5311896 92.68% 11.653%
4 6.492 744 749 752 rBV 5498270 5516740 96.26% 12.102%
5 6.869 809 813 816 rBV 1708458 1407241 24.55% 3.087%

6 7.428 903 908 911 rBV 4088005 3639082 63.50% 7.983%
7 8.151 1026 1031 1034 rBV 2192554 1828462 31.90% 4.011%
8 9.233 1209 1215 1218 rBV 6529753 5731252 100.00% 12.573%
9 9.622 1278 1281 1284 rBV 236189 175945 3.07% 0.386%

9

10 .910 1326 1330 1334 rVB 2190354 1953083 34.08% 4.284%
11 10.704 1460 1465 1468 rBV 4039576 3883369 67.76%  8.519%
12 11.398 1580 1583 1587 rBV 2239260 2036819 35.54% 4.468%
13 11.468 1590 1595 1598 rBV3 66746 62980 1.10% 0.138%
14 11.933 1670 1674 1686 rBV 251069 273006 4.76%  ©.599%
15 12.721 1805 1808 1815 rBvV2 44269 65041 1.13% ©0.143%

16 12.992 1850 1854 1858 rBV 5766282 5598840 97.69% 12.
17 13.845 1995 1999 2002 rBV 85195 109856  1.92%
18 13.886 2002 2006 2007 rVV 118659 113929  1.99%
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Ul
[
R

19 13.915 2007 2011 2029 rVV4 417046 1111973 19.40% 439%
20 14.051 2030 2034 2037 rVB 1819220 1646776 28.73% 613%
21 14.221 2059 2063 2065 rBV 117136 96010 1.68% 0.211%
22 14.527 2110 2115 2119 rBV 115766 115031 2.01% 0.252%
23 14.839 2165 2168 2173 rVB 99760 95645 1.67% 0.210%
24 15.186 2223 2227 2235 rBV 89985 113079 1.97% 0.248%
25 15.533 2281 2286 2291 rBV 978582 1279432 22.32% 2.807%
26 15.580 2291 2294 2302 rVB2 68414 98478 1.72% 0.216%
27 16.027 2366 2370 2376 rVB2 50610 75968 1.33% 0.167%
Sum of corrected areas: 45585427
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Apr 2021 22:00

: M2049-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041521\
BF123580.D

Ju/CaG

: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41521\
Data File : BF123580.D

Acqg On : 15 Apr 2021 22:00
Operator : JU/CG

Sample : M2049-04

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.163 43.61 ng 3068480 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 13 (2.163 min): BF123580.D\data.ms (-6) (-) m/z 73.05 100.00%
73.0
5000 430
87.1
A RaRRaERZEs R
‘ 2.202.302.402.502.60
Obemmmrrree il B2 e w2 43.00  49.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T[T T [TT1
430 2.202.302.402.502.60
87.0 m/z 54.95 36.74%
\ \‘ 90 If
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0
N RaRREERaES R
2.202.302.402.502.60
5000 m/z 87.10 26.13%
55.0
27.0 41lo0
o220 L LI 4L eso uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol A RERRaEaEs R
73.0 2.202.302.402.502.60
87.0 m/z 40.95 15.95%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“ B ARERREERZEZ L S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41521\
Data File : BF123580.D

Acqg On : 15 Apr 2021 22:00
Operator : JU/CG

Sample : M2049-04

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.087 2.52 ng 177014  1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 510 (5.087 min): BF123580.D\data.ms (-503) (-) m/z 43.00 100.00%
3.0
59.0
5000
T BT
830 101.1 4.80 5.00 5.20 5.40
0 e e e e M/ 59.00 0 52.73%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L BN L
59.0 4.80 5.00 5.20 5.40
m/z 58.00 16.37%
O\\‘\\\‘:}3“]‘-\.(\)\\“”i\\‘\\}1’\\\\’\\\\‘Sﬁ\.o\\‘\\\]-\o“]\-.\()\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R AL
4.80 5.00 5.20 5.40
5000 m/z 101.10 13.25%
41.0
29.0 101.0
Ol Al 730 880 |
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester R RRRREEEESE T
43.0 4.80 5.00 5.20 5.40
m/z 41.00 7.50%
5000 57.0
29.0
101.0
O""‘“‘“"‘“‘MH‘HH\,HH,HH"HH‘HH“HH“
m/z--> 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_F\Data\BF@41521\
Data File : BF123580.D

Acqg On : 15 Apr 2021 22:00
Operator : JU/CG

Sample : M2049-04

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.933 2.68 ng 273006  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 58

Abundance Scan 1674 (11.933 min): BF123580.D\data.ms (-1670) (-  m/z 43.05 100.00%

430 730
5000
129.1
T
H H 157118512132 ¢ . 12.00
oww“‘:‘mh M”‘W“Hw‘: uuwm‘_“”_‘H‘_H‘wwwm_ m/z 60.00  87.40%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
157.01g5 02130  256.0 m/z 72.95 84.56%
O\H‘H\\i‘}‘\\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43.0 73.0
A T ‘ T
12.00
5000 m/z 54.95 72.52%
129.0 242.0
199.0
B LT,
Y S N T i SR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid —
73.0 12.00
43.0 m/z 57.05 72.03%
5000 129.0
185.0
H 228.0
O%ﬁgw‘wuwyhhWkﬂhwuLMWHH‘HM_‘HMH‘MM‘MHW‘ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41521\
Data File : BF123580.D

Acqg On : 15 Apr 2021 22:00
Operator : JU/CG

Sample : M2049-04

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 2,2'-(Ethane-1,2-diylbis(ox... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.915 13.50 ng 1111970 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C28H2206 1000366-99-4 64
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 59
3 2-Bromomethyl-2-phenyl[1,3]dioxo... 242 C1@H11Bro02 003418-21-1 53
4 2-(Decyloxycarbonyl)benzoic acid 306 C18H2604 1000373-53-2 43
5 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 43

Abundance Scan 2011 (13.915 min): BF123580.D\data.ms (-2007) (-  m/z 105.00 100.00%

105.0 149.1
5000 77.0
‘5]"‘(‘) 14 00
Ol ooty b by b 277:2. 2080 /s 149,05 90.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
149.0
5000 ‘ !
770 14.00
m/z 77.00 46.59%
o260 50 || | 179.0 209.0 236.C
\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #156210: Diethylene glycol dibenzoate
105.0 149.0
14 OO
5000 m/z 51.0  15.69%
77.0
ol18. | | | 179.0
O et e ST e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95124: 2-Bromomethyl-2-phenyl[1,3]dioxolane
149.0 14 00
m/z 57.00 15.34%
5000 105.0
77.0
51.0
0 L \‘ L ‘ 183 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41521\
Data File : BF123580.D

Acqg On : 15 Apr 2021 22:00
Operator : JU/CG

Sample : M2049-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.163 43.6 ng 3068480 1 6.869 1407240 20.0
2-Pentanone, 4-... 5.087 2.5 ng 177014 1 6.869 1407240 20.0
n-Hexadecanoic ... 11.933 2.7 ng 273006 4 11.398 2036820 20.0
2,2'-(Ethane-1,... 13.915 13.5 ng 1111970 5 14.051 1646780 20.0
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