LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125452.D

Acqg On : 13 Sep 2021 19:41
Operator : JU/CG

Sample : M3684-05

Misc :

ALS vial : 8 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125452.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.199 12 19 32 rVW 1168296 1507706 42.23% 5.254%
2 2.310 34 38 46 rVB 48826 68106 1.91% 0.237%
3 5.116 516 515 527 rVB 211212 284378 7.96% 0.991%
4 5.516 578 583 586 rBV 3527509 3336146 93.43% 11.626%
5 6.522 749 754 757 rBV 3330057 3419516 95.77% 11.916%
6 6.887 812 816 819 rBV 996826 902110 25.27% 3.144%
7 7.451 906 912 915 rBV 2375796 2242599 62.81% 7.815%
8 8.069 1014 1017 1028 rBV 215063 453475 12.70%  1.580%
9 8.169 1030 1034 1037 rVV 1338257 1135642 31.81% 3.957%
10 9.245 1212 1217 1220 rBV 4149532 3570570 100.00% 12.443%
11  9.928 1329 1333 1336 rBV 1490268 1309912 36.69% 4.565%
12 10.716 1463 1467 1477 rBV 2557425 2563593 71.80% 8.934%
13 10.822 1483 1485 1491 rVB 39143 45462 1.27% 0.158%
14 11.416 1582 1586 1589 rBV 1589213 1346922 37.72% 4.694%
15 11.798 1648 1651 1655 rVB 79058 63949 1.79% 0.223%
16 11.933 1669 1674 1680 rBv2 213282 268927 7.53% 0.937%
17 12.51@ 1766 1772 1778 rVB2 161303 172341 4.83% 0.601%
18 12.633 1789 1793 1798 rBV 133069 133260 3.73% 0.464%
19 12.722 1805 1808 1814 rBV3 68142 80638 2.26% 0.281%
20 12.863 1826 1832 1837 rBV 123740 133685 3.74% 0.466%

21 13.004 1852 1856 1859 rBV 3680368 3287215 92.06% 11.
22 13.957 2012 2018 2029 rBV5 73457 232984 6.53%
23 14.063 2031 2036 2039 rBV 1033340 976376 27.35%

OO WO R
IS
[
N
B

24 15.115 2211 2215 2219 rBV 57674 90773 2.54% 316%
25 15.427 2265 2268 2275 rVB2 37965 62084 1.74% 216%
26 15.492 2275 2279 2285 rVWV 44617 70484  1.97%  0.246%

27 15.557 2285 2290 2306 rVB2 693609 937182 26.25%  3.266%

Sum of corrected areas: 28696035
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091321\

BF125452.D
: 13 Sep 2021 19:41
Ju/CG
: M3684-05
: 8 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125452.D

Acqg On : 13 Sep 2021 19:41
Operator : JU/CG

Sample : M3684-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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.
2.199 33.43 ng 1507710 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# 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 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
4 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 19 (2.199 min): BF125452.D\data.ms (-12) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0
87.1
‘ ‘ 2.20 2.40 2.60
Ottt bl e miz 43,00 45.26%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L D L B B B
430 2.20 2.40 2.60
— 850 87.0 m/z 55.00  35.10%
29.0
O\\\‘\\\\‘\\\\‘\\\\"\\\\“\\‘\\‘\\f\‘\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
T
41.0 87.0 220 240 260
Y B5.0 -
5000 m/z 87.10 25.50%
29.0
50 | H
] M| N N _‘ TSNS 1 S
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2245: Silane, tetramethyl- T
73.0 2.20 2.40 2.60

m/z 41.00 14.04%

5000
43.0
oL20 180 29 || 500 | ggo

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125452.D

Acqg On : 13 Sep 2021 19:41
Operator : JU/CG

Sample : M3684-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.116 6.30 ng 284378 1,4-Dichlorobenzene-d4 6.887

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 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 515 (5.116 min): BF125452.D\data.ms (-510) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 e EARNEEEESNE T
‘ 83.0 4.80 5.00 5.20 5.40
bttt m/z 59,00 59.21%
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 L L R IR R
4.80 5.00 5.20 5.40
101.0 m/z 101.00 16.64%
31.0 83.0
O\\‘\\\\‘\\\‘\“‘\\\\“M\\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\1‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

4.80 5.00 5.20 5.40

5000 ITI/Z 58.00 16.58%
41.0
29.0 101.0
Oyl 730 880 L
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- e EmEaNERES SR
59.0 4.80 5.00 5.20 5.40

m/z 41.00 9.26%

5000 41.0

29.
87.0

Ot e e e et
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\BF@91321\
Data File : BF125452.D

Acqg On : 13 Sep 2021 19:41
Operator : JU/CG

Sample : M3684-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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.
8.069 7.99 ng 453475  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 52
5 Tetraethylene glycol 194 C8H1805 000112-60-7 50

Abundance Scan 1017 (8.069 min): BF125452.D\data.ms (-1014) (-) m/z 57.00 100.00%
5

1.0
5000
41.0
75.0 R
7.80 8.00 8.20 8.40
| WM \‘ y 1010 131.1 9
0t il T SR m/z 45.00  99.04%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B R B L B IR
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00  33.99%
O+ T \‘H“\‘ T “ ‘H‘\ \‘!‘HH\ \‘1“\“ ! ‘\‘ \1\0}0‘.\0\1\1\6.‘0\1\3\2.\0‘ T T
miz-> 20 40 60 80 100 120 140
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
L ARTa
7.80 8.00 8.20 8.40
5000 m/z 56.00 16.94%
41.0
75.0
LTS A B .
miz-> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- e RRaRLTe s
45.0 7.80 8.00 8.20 8.40
m/z 75.00 14.74%
5000
89.0
29.0
73
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\BF@91321\
Data File : BF125452.D

Acqg On : 13 Sep 2021 19:41
Operator : JU/CG

Sample : M3684-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.933 3.99 ng 268927  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1674 (11 933 min): BF125452.D\data.ms (-1669) (1 m/z 73.00 100.00%

43.0 73.0
5000
129.1
213.1 U
‘ 101.0 157.0185.1 256.1 12.00
Olrrrprer m/z 43.00 93.14%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 CTT
12.00

m/z 60.00 91.87%

157.0185.0 213.0 256.0

O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
e
43.0 12.00
5000 129.0 m/Z 57.00 82.04%
171.0
AR N W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 12.00

m/z 55.00 76.37%

5000 129.0
199.0
s e L T
150‘ ‘ I ‘ [l \H ‘\H mi ‘ | ‘ ‘ |

O‘H‘wuiwﬂ”uu HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH“ ——
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@91321\
Data File : BF125452.D

Acqg On : 13 Sep 2021 19:41
Operator : JU/CG

Sample : M3684-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 5 9-Octadecenoic acid (Z)-, m... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.510 2.56 ng 172341  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 93
3 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91

Abundance Scan 1772 (12.510 min): BF125452.D\data.ms (-1766) (-] m/z 55.05 100.00%
.0

5
5000
T \
‘ 180.1 2221 264.1 12.50
Ay — m/z 69.00  58.46%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8r.0 T !
12.50
230 m/z 41.00  58.09%
180.0 222.0 264.0
ok “\‘ L‘d‘ \]’\‘ \‘\h“m‘mh\‘h ull ol “‘ T A ‘ “‘ ‘2?‘6‘C
miz-> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
—r |
12.50
5000 ITI/Z 74 .00 57.46%
264.0
. 180.0 222.0 296.C
miz-> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester VRS LWL
55.0 12.50
m/z 43.00 49.22%
5000
97.0
264.0
38.0 1800 222.0
O]"5‘0\‘ U‘ \HH\‘ ‘HM\ ‘\ i \H\‘M T - . ‘ ‘h‘ ‘2‘96‘C —
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125452.D

Acqg On : 13 Sep 2021 19:41
Operator : JU/CG

Sample : M3684-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 7 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.957 4.77 ng 232984 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
2 1-Hexacosene 364 C26H52 018835-33-1 91
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 90
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
5 1-Docosene 308 C22H44 001599-67-3 90
Abundance Scan 2018 (13.957 min): BF125452.D\data.ms (-2012) (- m/z 57.00 100.00%
57.0
7.1
5000
e
‘ 1(39.1 207.0 283.0 14.00
ol b MR L Va0 TP njz ss.e0 86.56%
mlz--> 50 100 150 200 250 300 350
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
97.0
5000 1
14.00
m/z 43.00 82.65%
39.0
0 ‘u“ w | \\H 18N % p 1800 239 2950
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
5190 970
e
14.00
5000 m/z 83.10 74 .42%
39.0
oL LLLLL LT 1810 2s80 2020 soa
miz--> 50 100 150 200 250 300 350
Abundance #280777: Trichloroacetic acid, pentadecyl ester ——
3.0 14.00
83.0 m/z 69.10 59.09%
5000
25.0
LT 1s20
0 e B e s LA e
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125452.D

Acqg On : 13 Sep 2021 19:41
Operator : JU/CG

Sample : M3684-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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... 2.199 33.4 ng 1507710 1 6.887 902110 20.0
2-Pentanone, 4-... 5.116 6.3 ng 284378 1 6.887 902110 20.0
Ethanol, 2-(2-b... 8.069 8.0 ng 453475 2 8.169 1135640 20.0
n-Hexadecanoic ... 11.933 4.0 ng 268927 4 11.416 1346920 20.0
9-Octadecenoic ... 12.510 2.6 ng 172341 4 11.416 1346920 20.0
Dichloroacetic ... 13.957 4.8 ng 232984 5 14.063 976376 20.0
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