LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125933.D

Acqg On : 26 Oct 2021 14:18
Operator : JU/CG

Sample : M4308-01

Misc :

ALS Vvial : 11 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-BF102521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125933.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.158 5 12 18 rVB 2140876 2793518 71.32% 8.311%
2 3.352 211 215 228 rBV 20241 49878 1.27% 0.148%
3 5.087 502 510 518 rVB 93053 127617 3.26%  ©.380%
4 5.481 571 577 580 rBV 4108732 3906059 99.72% 11.621%
5 6.487 742 748 751 rBV 3750954 3916847 100.00% 11.653%

6 6.863 809 812 816 rBV 1140346 960626 24.53% 2

7 7.428 903 908 0911 rBV 2571861 2482249 63.37% 7.385%

8 8.051 1010 1014 1017 rBV 1018903 736364 18.80% 2

9 8.151 1026 1031 1034 rBV 1405364 1272899 32.50% 3
9.228 1209 1214 1217 rBV 3903693 3521477 89.91% 10.477%

11 9.345 1231 1234 1237 rVB 114316 92516  2.36%
12 9.904 1325 1329 1332 rBV 1675155 1383905 35.33%
13 10.686 1458 1462 1465 rBV 3010691 2633126 67.23%
14 11.386 1577 1581 1583 rBV 1853059 1492797 38.11%
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w
I
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15 11.410 1583 1585 1588 rVV 247290 185527  4.74% 552%
16 11.457 1588 1593 1596 rVB3 111054 103821 2.65% ©.309%
17 11.786 1646 1649 1653 rVB 72891 57820 1.48% 0.172%
18 11.916 1668 1671 1675 rBvV2 208822 168529 4.30% 0.501%
19 11.998 1681 1685 1687 rBV 39292 39943 1.02% 0.119%
20 12.492 1767 1769 1772 rVB 142480 117584 3.00% ©.350%

21 12.598 1781 1787 1790 rBV 227367 245635 6
22 12.698 1801 1804 1811 rBV5 41577 59792 1
23 12.822 1819 1825 1829 rBV2 181601 207038 5.29%
24 12.974 1847 1851 1854 rBV 3917052 3766284 96.
2
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25 13.186 1884 1887 1890 rBV 140347 116963 .99% 348%
26 13.427 1925 1928 1931 rBV 91165 67823 1.73% 202%
27 13.522 1940 1944 1948 rBV2 43634 51446  1.31% 153%

28 13.874 2000 2004 2013 rBvV2 415495 416549 10.63%
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N
w
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R

29 14.021 2024 2029 2032 rBV 1354421 1357892 34.67% 040%
30 14.045 2032 2033 2038 rVB 78690 64860 1.66% 193%
31 14.510 2109 2112 2118 rBv4 45351 56968 1.45% ©.169%
32 14.898 2175 2178 2182 rBV 64138 64508 1.65% 0.192%
33 15.063 2203 2206 2216 rVB3 38227 77142 1.97% 0.230%
34 15.168 2221 2224 2230 rVB4 29644 41911 1.07% ©.125%
35 15.421 2264 2267 2274 rBV2 34460 48645 1.24% ©.145%

36 15.492 2274 2279 2284 rBV 758127 925731 23.63% 2.754%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125933.D

Acqg On : 26 Oct 2021 14:18
Operator : JU/CG

Sample : M4308-01

Misc

ALS Vvial : 11 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-BF102521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 33612289
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

: 26 Oct 2021 14:18
: M43e8-01

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
BF125933.D

Ju/CaG

Sample Multiplier: 1
¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

TIC: BF125933.D\data.ms

5481 6.487

7.428

.158

6.863

Time-->
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TIC: BF125933.D\data.ms

9.228 12.974

10.686

11.386
9.904

8.151
8.05

% i'[87 11 78%?1693 12%%%9255\3‘2

0
Time-->

Abundance
4000000
3500000
3000000
2500000
2000000
1500000
1000000
500000

0

2| 13.186
R

13.00

— —7— — e L — \ T
10.00 10.50 11.00 11 50 12. 00 12.50
TIC: BF125933.D\data.ms

14.021

15.492

14510 14.8981%K36815.4

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125933.D

Acqg On : 26 Oct 2021 14:18
Operator : JU/CG

Sample : M4308-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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.
2.158 58.16 ng 2793520 1,4-Dichlorobenzene-d4 6.863

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 39
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
5 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 23
Abundance  Scan 12 (2.158 min): BF125933.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
43.0
5000
87.1 \H‘\H\‘HH‘\H\‘HH‘H
‘ 2.202.302.402.502.60
0“WH‘WHH‘HHMHH_uMw‘uwh‘_H‘_HW‘HW‘HWH‘WH“ m/z 43.00 56.62%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T [T T T T[T T TT
430 2.202.302.402.502.60
87.0 m/z 55.00 41.70%
\ \‘ 9 0 |
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 #9527: 3-Pentanol, 2,4-dimethyl-
73.0
R ERa  RMRRARREEEAN N
2.202.302.402.502.60
5000 m/z 87.10 24.56%
55.0
27.0 41lo0
oh 220 Ll L L eso wso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R RaaE RAaREARREEEAN N
73.0 2.202.302.402.502.60
87.0 m/z 41.00 18.61%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
HW‘HW‘Hw‘Hw‘H‘_H‘_H‘WH‘_H‘_H‘_‘HW‘HM‘HM‘H R ERaa s RRARARRRAE N
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\BF102621\
Data File : BF125933.D

Acqg On : 26 Oct 2021 14:18
Operator : JU/CG

Sample : M4308-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.087 2.66 ng 127617 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 3-Pentanol 88 C5H120 000584-02-1 25
Abundance Scan 510 (5.087 min): BF125933.D\data.ms (-502) (-) m/z 42.95 100.00%
43.0
59.0
5000
R e RARRN R R
631 101.1 4.80 5.00 5.20 5.40
0 "‘_"‘_"‘_"m“m"_ul‘m"_Mu:w‘w“w‘ m/z 59.80  52.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L BN LR
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 58.00 18.12%
O \\\‘\f‘f.f‘\\!‘Swﬁ;\o\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\'\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A aRamaaaE R
4.80 5.00 5.20 5.40
5000 m/z 101.10 12.86%
41.0
29.0 101.0
Ol 730, 860 L
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- N RARRaEESE T
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.29%
5000 41.0
29.
‘ ‘ 87.0
oaso WLl e
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_F\Data\BF102621\
Data File : BF125933.D

Acqg On : 26 Oct 2021 14:18
Operator : JU/CG

Sample : M4308-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.051 11.57 ng 736364 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64

2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59

3 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 53

4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50

5 Butyl lactate 146 C7H1403 000138-22-7 47

Abundance Scan 1014 (8.051 min): BF125933.D\data.ms (-1010) (-) m/z 45.00 100.00%

45.0
5000
' 7.80 8.00 8.20 8.40
101.0 : : : :
o I— J!‘Hm o D 1821 4y s7.08 95.53%
m/z--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B I I LN B
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00 35.80%
O T \‘H“\‘ T “‘H‘\ \“Uur \‘1“\“ \“\‘ \lrofo‘.rowlwlg‘owlwswz.\o‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
AR A
7.80 8.00 8.20 8.40
5000 m/z 56.00 16.33%
41.0
75.0
oL 180 L‘\ 1N ‘ | 100.0 118.0
et
miz--> 20 40 60 80 100 120 140
Abundance #16538: 2-Propanol, 1-butoxy- R AREREEREY
45.0 7.80 8.00 8.20 8.40
m/z 75.00 12.15%
5000
29.0 87.0
o — “1“ Al “‘hﬂo‘ ey 21701330 S | U5 ——
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125933.D

Acqg On : 26 Oct 2021 14:18
Operator : JU/CG

Sample : M4308-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.916 2.26 ng 168529  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 80
3 Undecanoic acid 186 C11H2202 000112-37-8 55
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 1671 (11.916 min): BF125933.D\data.ms (-1668) (1 m/z 43.00 100.00%

192.1
5000
——
12.00
[ — m/z 60.00  93.92%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 ' T
12.00
157.01g5 02130  256.0 m/z 57.00 87.82%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67023: Anthracene, 2-methyl-
192.0
gt il
12.00
5000 m/z 73.00 85.35%
96.0 165.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60689: Undecanoic acid Aa R i
60.0 12.00
m/z 55.00 84.01%
5000
29.0 870 129.0
L)l \ﬂ'\ | ‘ 15701
0 uw\m\N\MHNWWMuwuwwmewuﬁw\uw\u‘uu‘u\wu\w\ s —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125933.D

Acqg On : 26 Oct 2021 14:18
Operator : JU/CG

Sample : M4308-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 6 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.874 6.14 ng 416549 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 90
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 Behenic alcohol 326 C22H460 000661-19-8 90
Abundance Scan 2004 (13.874 min): BF125933.D\data.ms (-2000) (- m/z 56.95 100.00%
57.0
5000
11.1
= ==
13.50 14.00
163.0
ol MW\“‘MH“ 23012821 o m/z 43.05 93.24%
mlz--> 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene
53.0
5000 Lo RS
11.0 13.50 14.00
‘ m/z 54.95 92.83%
O\\‘\“" “ ‘H‘ “ \‘\‘\“(\37\\()\‘\\\\‘\\\???\0\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #161351: 1-Octadecano
55.0
- e
13.50 14.00
5000 m/z 83.05 66.07%
UL 0 220
o—rdb b
miz--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester /\(‘w P
57.0 13.50 14.00
m/z 97.05 57.99%
5000 11.0 AAVTA
169.0
224,
o LU T 20000 o o U
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125933.D

Acqg On : 26 Oct 2021 14:18
Operator : JU/CG

Sample : M4308-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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... 2.158 58.2 ng 2793520 1 6.863 960626 20.0
2-Pentanone, 4-... 5.087 2.7 ng 127617 1 6.863 960626 20.0
Ethanol, 2-(2-b... 8.051 11.6 ng 736364 2 8.151 1272900 20.0
n-Hexadecanoic ... 11.916 2.3 ng 168529 4 11.386 1492800 20.0
1-Docosene 13.874 6.1 ng 416549 5 14.027 1357890 20.0
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