LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92221\
Data File : BF125569.D

Acqg On : 22 Sep 2021 20:40
Operator : JU/CG

Sample : M3733-06

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-BF092121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125569.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 11 19 24 rVB 1556228 1957799 39.79% 5.242%
2 2.305 32 37 43 rVB2 51445 70280 1.43% 0.188%
3 5.116 507 515 524 rVB 157743 191513 3.89% 0.513%
4 5.510 577 582 585 rBV 3891880 3708012 75.36% 9.927%
5 6.510 747 752 755 rBV 3662273 3739980 76.01% 10.013%

6 6.892 814 817 821 rVB 1456220 1181731 24.02% 3

7 7.451 907 912 915 rBV 2622920 2441549 49.62% 6

8 8.075 1014 1018 1021 rBV 1942667 1639904 33.33% 4.391%

9 8.175 1031 1035 1038 rBV 1990364 1687608 34.30% 4
9.251 1213 1218 1221 rBV 5557042 4920301 100.00% 13.

11 9.363 1235 1237 1242 rVB 73987 63503 1.29% ©
12 9.933 1329 1334 1337 rBV 2133114 1993433 40.51% 5
13 10.716 1463 1467 1470 rBV 3298753 2929719 59.54%  7.844%
14 11.416 1582 1586 1589 rBV 2482438 1992410 40.49% 5
0

15 11.810 1650 1653 1656 rBV 146055 109342 2.22% 293%
16 11.939 1671 1675 1680 rBV 241077 223338 4.54% 0.598%
17 12.516 1771 1773 1779 rVB 146022 125826 2.56% ©.337%
18 12.727 1805 1809 1821 rBV 92734 116482 2.37% ©0.312%
19 13.004 1851 1856 1859 rBV 5246255 4596693 93.42% 12.307%
20 13.480 1931 1937 1944 rBV 307667 312214 6.35% ©.836%
21 13.898 2004 2008 2019 rBV2 349684 437135 8.88% 1.170%
22 14.051 2029 2034 2038 rBV 1642725 1541183 31.32% 4.126%
23 14.533 2113 2116 2122 rBV2 43282 54321 1.10% ©0.145%
24 14.921 2178 2182 2186 rVB 74794 69446 1.41% ©.186%
3.

25 15.533 2280 2286 2291 rBV 1026638 1247317 25.35%

Sum of corrected areas: 37351039
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 22 Sep 2021 20:40
: M3733-06

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092221\
BF125569.D

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092121.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@92221\
Data File : BF125569.D

Acqg On : 22 Sep 2021 20:40
Operator : JU/CG

Sample : M3733-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.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 33.13 ng 1957800 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# 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 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance  Scan 19 (2.199 min): BF125569.D\data.ms (-11) (-) m/z 73.10 100.00%

73.1
5000
43.0
87-1 T ‘ L ‘ L ‘ L
o1 ‘ 2.20 2.40 2.60
\‘H\\‘\H\“‘\‘\‘\\|\‘H‘\“.HH“\\‘H’\H\‘HH‘HH‘HH‘HH‘HH m/Z 43.05 34.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L D L B B B
2.20 2.40 2.60
43.0 9
‘ 87.0 m/z 87.10 24.95%
29.0 L
\‘H\‘}“HH“‘f‘\‘f\‘\f\‘fg“-(\)\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 N
2.20 2.40 2.60
5000 41.0 55.0 m/z 55.10 24.85%
27.0
A A 112.0 1290
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 2.20 2.40 2.60
m/z 41.10 11.23%
5000 43.0
58.0
29.0 87.0
L Ay ,
T e e e e e AR e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92221\
Data File : BF125569.D

Acqg On : 22 Sep 2021 20:40
Operator : JU/CG

Sample : M3733-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.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.
5.116 3.24 ng 191513 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59

2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

3 5-Hexen-2-one 98 C6H100 000109-49-9 12

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 515 (5.116 min): BF125569.D\data.ms (-507) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0 L MRS
| 83.0 4.80 5.00 5.20 5.40 .
\\\’\\\\“‘1\\‘1‘1\\\\“\\\\“\\\\‘\\\\‘\\ m/Z 59.10 56.15%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R R IR R
4.80 5.00 5.20 5.40
59.0 m/z 101.00  21.37%
\\\’Z\ZWI‘(‘)\\“H}\\W‘\\\\8‘3‘\.()\\]-\‘0“1\.()\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e EaEERmEESs ST
4.80 5.00 5.20 5.40
5000 410 m/z 58.00 17.06%
W] 126.0142,0
1
miz--> 20 40 60 80 100 120 140
Abundance #3555: 5-Hexen-2-one R R
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.72%
5000
27.0
e geo  B30%80
m/z--> 20 40 60 80 100 120 140 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@92221\
Data File : BF125569.D

Acqg On : 22 Sep 2021 20:40
Operator : JU/CG

Sample : M3733-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.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.
8.075 19.43 ng 1639900 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
Abundance Scan 1018 (8.075 min): BF125569.D\data.ms (-1014) (-) m/z 57.05 100.00%
57.0
5000
0 7.808.008.208.40
39 ‘ 1011 4314 -80 8.00 8.20 8.
\\\‘\\\\“‘ﬂ.‘\\MHH‘M\“\“\‘\\U\\H‘\\s‘i.\‘\\H‘\\\ m/Z 45.05 91.00%
miz--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 UL L B I B B L
29.0 7.80 8.00 8.20 8.40
750 m/z 41.05 33.37%
\\\‘\‘H“\‘\“‘H‘\\M“\\‘l“\“\“\‘\]‘?(}‘).\()\\\‘\].‘:312'\9\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
 AAEEEEEEEETE
7.80 8.00 8.20 8.40
5000 m/z 75.00 19.47%
29.0 75.0
100.0
— w‘u A M L O s
mfz--> 20 40 60 80 100 120 140 160
Abundance #10091: Ethylene glycol monoisobutyl ether AR AR
57.0 7.80 8.00 8.20 8.40
m/z 56.10 16.05%
5000
29.0 75.0
‘ L‘\ 1 A ‘ ,100.0118.0
e e P T e
m/z--> 20 40 60 80 100 120 140 160 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@92221\
Data File : BF125569.D

Acqg On : 22 Sep 2021 20:40
Operator : JU/CG

Sample : M3733-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.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.
11.939 2.24 ng 223338  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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1675 (11.939 min): BF125569.D\data.ms (-1671) (- m/z 73.00 100.00%

73.0
43.0
5000 129.1
213.2 T
‘ H‘l(ﬂ 157.1185.1 s 12.00
Hw‘uﬂhm¢‘“‘”uﬂhﬂhum‘_uﬂ_ﬂ‘ﬁu‘_u‘_u‘_us_ m/z 60.00  81.49%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 157.0 g5 02130 2560 m/z 43.05 77.59%
\H‘\\H“}‘\\H!H\HM\‘H\L\‘}“““H‘”‘M\“\‘\\‘\H\‘\\H‘\‘\\\‘\H‘\‘\H\‘\\\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
—
12.00
5000 m/z 57.10 71.33%
129.0
‘ ‘ 171.0 214.0
1910
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 55.05 61.35%
5000 129.0
199.0
o w
%ﬁ?kﬂNJWJMNMHNHW‘WHM‘JMA‘JHW‘HW‘HWH‘W‘ e

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@92221\
Data File : BF125569.D

Acqg On : 22 Sep 2021 20:40
Operator : JU/CG

Sample : M3733-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.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-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.480 4.05 ng 312214 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 99
2 Palmitoleamide 253 C16H31NO 106010-22-4 80
3 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 53
4 Hexadecanamide 255 C16H33NO 000629-54-9 53
5 Butanamide, 3-methyl- 101 C5H11NO 000541-46-8 43

Abundance Scan 1937 (13.480 min): BF125569.D\data.ms (-1931) (1 m/z 59.00 100.00%

59.0
5000
s
‘ 13.50
— H‘ “ ‘ ‘H“‘ ““‘ MH o 16901980 2381 Z8L1 .7 72,10 70.99%
m/z--> 100 150 200 250
Abundance #174775:94Ddadecenanﬂde,(zy
59.0
5000 T
13.50
29.0 m/z 55.05 38.40%
- “‘ U‘ ‘\HH H \M\‘ MM \‘\‘}%‘ o . ‘18‘4‘0 ; ‘2‘38‘(‘) . 2‘8“]"(
m/z--> 100 150 200 250
Abundance #139496: Palmitoleamide
59.0
T
13.50
5000 m/z 41.05 32.38%
126.0
| ?%-‘{Lh il U D30, 860 2100 2530
m/z--> 50 100 150 200 250
Abundance #8845: Pentanamide, 4-methyl- T
59.0 13.50
m/z 43.10 23.40%
5000
20 || fooe
A e
e T T =
m/z--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92221\
Data File : BF125569.D

Acqg On : 22 Sep 2021 20:40
Operator : JU/CG

Sample : M3733-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.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-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.898 5.67 ng 437135 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 93
Abundance Scan 2008 (13.898 min): BF125569.D\data.ms (-2004) (- m/z 57.05 100.00%
57.
5000 111.1 J’JL
T —
| ‘ - 13.50 14.00
AL g h ‘nH_m_z?‘of’w”_m m/z 83.05 99.92%
miz--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol
53.0
07.0
5000 e e
13.50 14.00
m/z 97.05 89.30%

T \“\‘ ‘\““\ \‘ T \H“ ‘1 ]~ ‘h “‘\%8\2\0‘2\2\4\ (\)%6\6\9\ ‘ T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0

[N T
13.50 14.00

5000 110 m/z 55.05 86.99%
e \H\ ‘H‘]Th i ?1‘95-0235-0278-0320-0 378.0
gl I AL BT E e e e SR
m/z--> 50 100 150 200 250 300 350
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester . 7

57.0 13.50 14.00
m/z 43.10 82.52%

5000
169 0
L5 d ‘ h \ wh i 241.0 392.( :

m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92221\
Data File : BF125569.D

Acqg On : 22 Sep 2021 20:40
Operator : JU/CG

Sample : M3733-06

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092121.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 1 ng 1957800 1 6.892 1181730 20.0
2-Pentanone, 4-... 5.116 3.2 ng 191513 1 6.892 1181730 20.0
Ethanol, 2-(2-b... 8.075 19.4 ng 1639900 2 8.175 1687610 20.0
2 ng 223338 4 11.416 1992410 20.0

0 5 0

7 5 0

n-Hexadecanoic ... 11.939 2.
9-Octadecenamid... 13.480 4. ng 312214 14.051 1541180 20.
1-Heneicosanol 13.898 5 ng 437135 14.051 1541180 20.
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