LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125111.D

Acqg On : 19 Aug 2021 13:22
Operator : JU/CG

Sample : M3442-01

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: BF125111.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.216 16 22 28 rVB 2385413 3063070 62.88% 11.695%
2 5.128 513 517 521 rBV 387920 343300 7.05% 1.311%
3 6.916 818 821 825 rVB 1268738 1004591 20.62% 3.836%
4 7.481 911 917 920 rBV 3175993 3037717 62.35% 11.599%
5 8.098 1019 1022 1035 rBV 466059 518386 10.64% 1.979%
6 8.198 1035 1039 1043 rVB 1549188 1312989 26.95% 5.013%
7 9.280 1217 1223 1226 rBV 4842017 4871651 100.00% 18.601%
8 9.957 1334 1338 1341 rBV 1778836 1458810 29.94% 5.570%
9 10.139 1361 1369 1377 rBV2 40719 78464 1.61% 0.300%
10 10.563 1433 1441 1446 rBV3 25265 63530 1.30% 0.243%
11 11.098 1525 1532 1540 rBV3 23391 64257  1.32% 245%

12 11.445 1587 1591 1594 rBV 1681161 1521273 31.23%
13 11.963 1674 1679 1690 rBV2 570577 737559 15.14%
14 12.11@6 1701 1704 1708 rBV 65185 63766 1.31%
15 12.174 1710 1715 1718 rVV3 122100 121648 2.50%
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16 12.745 1808 1812 1823 rBV 262423 326988 6.71%  1.249%
17 12.886 1826 1836 1846 rVB3 141372 351110 7.21% 1.341%
18 13.027 1856 1860 1864 rVB 3602517 3537155 72.61% 13.506%
19 13.298 1900 1906 1911 rVB2 56263 109021 2.24% 0.416%
20 13.945 2010 2016 2028 rBV 169532 335846 6.89%  1.282%

21 14.080 2035 2039 2043 rVB 1325103 1170461 24.03%  4.469%
22 14.486 2104 2108 2114 rVB 124188 154530 3.17% 0.590%
23 14.862 2169 2172 2177 rVB 54549 58169 1.19% 0.222%
24 14.998 2190 2195 2202 rBV2 87521 147344 3.02% ©.563%
25 15.062 2202 2206 2213 rVV9 31171 55409 1.14% ©.212%
26 15.215 2228 2232 2237 rVB 53037 59422 1.22% 227%

27 15.392 2255 2262 2272 rBV 39461 120123 2.47%
28 15.580 2288 2294 2305 rBV 794368 1168321 23.98%

OO0 PO
»
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R

29 16.062 2372 2376 2382 rVB2 33484 53003 1.09% 202%

30 16.239 2401 2406 2414 rVB3 42427 93807 1.93% 358%

31 17.027 2535 2540 2548 rVB5 24925 57924 1.19% 0.221%

32 17.439 2604 2610 2620 rVB5 24459 68269 1.40% 0.261%

33 17.933 2691 2694 2703 rVB5 25233 62554 1.28% 0.239%
Sum of corrected areas: 26190467
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125111.D

Acqg On : 19 Aug 2021 13:22
Operator : JU/CG

Sample : M3442-01

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

Abundance TIC: BF125111.D\data.ms
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Abundance TIC: BF125111.D\data.ms
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Abundance TIC: BF125111.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125111.D

Acqg On : 19 Aug 2021 13:22
Operator : JU/CG

Sample : M3442-01

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.
2.216 60.98 ng 3063070 1,4-Dichlorobenzene-d4 6.916

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 38

5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance  Scan 22 (2.216 min): BF125111.D\data.ms (-16) (-) m/z 73.00 100.00%

73.0
5000 43.0 /\
87.1 T ‘ T T T ‘ T T T T ‘ L
‘ 2.20 2.40 2.60
Obrrrprreprrrerebe 220 L w/z 43.00  46.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L LA AL B
2.20 2.40 2.60
43.0 o
87.0 m/z 55.00 35.69%
\ \‘ 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 #9527: 3-Pentanol, 2,4-dimethyl-
73.0
R I
2.20 2.40 2.60
5000 ITI/Z 87.10 25.54%
55.0
27.0 41lo0
o220 L LI 4L eso uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol 7
73.0 2.20 2.40 2.60
87.0 m/z 40.95 14.90%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“ e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60

8270-BF081821.M Fri Aug 20 12:48:11 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125111.D

Acqg On : 19 Aug 2021 13:22
Operator : JU/CG

Sample : M3442-01

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 4
R.T. EstConc Area Relative to ISTD R.T.
5.128 6.83 ng 343300 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 517 (5.128 min): BF125111.D\data.ms (-513) (-) m/z 42.95 100.00%
43.0
59.0
5000
AR RRRREE
650 101.0 4.80 5.00 5.20 5.40
Obrr e e e e M/Z 59.00 55.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B R I B B |
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 58.00 16.10%
O \\\‘\!‘flf‘\\!‘Swﬁ;\o\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\'\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
AR R RRE
4.80 5.00 5.20 5.40
5000 m/z 101.00 14.25%
41.0 101.0
ol 280 T WLl 70 B30 L
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- AR R RRE
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.49%
5000 41.0
29.
‘ ‘ 87.0
o"w%ﬁg‘HJM"HMw"_Jwi‘uﬁﬁgu“uyw“u‘u“‘ 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\BF081921\
Data File : BF125111.D

Acqg On : 19 Aug 2021 13:22
Operator : JU/CG

Sample : M3442-01

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 3
R.T. EstConc Area Relative to ISTD R.T.
8.098 7.90 ng 518386 Naphthalene-d8 8.198

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 78
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 53
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
5 Butyl lactate 146 C7H1403 000138-22-7 47

Abundance Scan 1022 (8.098 min): BF125111.D\data.ms (-1019) (-) m/z 57.00 100.00%

57.0
5000

25.0 e
390 “ ‘ L1010 1319 7.80 8.00 8.20 8.40
O e Ml e e T m/z 44,95 97.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 UL L L B B B LA LR
29.0 7.80 8.00 8.20 8.40
750 m/z 41.00 33.78%

O T ‘ \‘H “\‘ T “ ‘H ‘\ T “\ ‘HH\ T ‘1‘ ‘1 ’ \ ‘\‘ \].\O"O‘\O\ T ‘ \l?’\z \O‘ T T 1T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0

7.80 8.00 8.20 8.40

5000 m/z 56.00  16.38%
29.0 75.0
100.0
0 A e 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #10090: Ethylene glycol monoisobutyl ether PR P R
57.0 7.80 8.00 8.20 8.40

m/z 75.00 15.03%

5000

Okl SERRMENL S S
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\BF081921\
Data File : BF125111.D

Acqg On : 19 Aug 2021 13:22
Operator : JU/CG

Sample : M3442-01

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 2
R.T. EstConc Area Relative to ISTD R.T.
11.963 9.70 ng 737559  Phenanthrene-die 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1679 (11.963 min): BF125111.D\data.ms (-1674) (- m/z 59.95 100.00%
60.0
5000
129.0
==
‘ 12.00
Obrerrrrrllo m/z 72.95  99.07%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 T
129.0 12.00
m/z 43.00 96.56%

[ I

w

213.0
157.0185.0
0 ]‘?\O‘WW‘H!” (ﬂ ‘w‘\\‘\”‘HH‘H‘H‘“‘”\“H““\‘H‘HH“‘
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #92063: Tridecanoic acid
43.0 730

I
12.00
5000 129.0 m/z 57.00 88.18%
171.0
214.0
OISD?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid T
43.0 73.0 12.00
m/z 55.00 78.12%
5000 129.0
199.0
s e L T
O%ﬁ?k“JﬂﬂWwNmAWWMMMWHJMJHJHWH‘WHHMH‘_ —
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125111.D

Acqg On : 19 Aug 2021 13:22
Operator : JU/CG

Sample : M3442-01

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 Pentadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.745 4.30 ng 326988 Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 94
2 Octadecanoic acid 284 C18H3602 000057-11-4 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 1812 (12.745 min): BF125111.D\data.ms (-1808) (-1 m/z 43.00 100.00%

43.0 73.0
5000
129.0
185.1 R N
2412 o, 12.50 13.00
ob—-iL, bt o LT /2 ee.0e 90.37%
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
5000 129.0 U U
12.50 13.00
1990 2420 m/z 57.00 89.61%
oL W’H‘\ h“ Hhu\ M\‘u} “‘ ‘I‘GH‘Q“ ‘i — “\‘ ——
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.
43.0 0
—r —
12.50 13.00
5000 129.0 m/z 72.95 89.15%
‘ 1850 940 284l
oL ‘\“ \“\’ M\\ \‘H““M”‘L ‘1‘““0“1 i - L —— ‘L‘ . ““
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid S T
60.0 12.50 13.00
m/z 55.00 78.66%
5000 129.0
7.0 1710 2130 2560
o) M— ‘M’H‘\ W “H‘u‘ Hh“\ ;‘u‘\‘n} ‘\ | “‘ “ “‘ \‘ ““ T Pl —r— —r—
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125111.D

Acqg On : 19 Aug 2021 13:22
Operator : JU/CG

Sample : M3442-01

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 6 1,4-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.88 6.0 ng 31110 Chrysene-d12 14.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 62
»3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 52
erephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 38
erephthalic acid, 1-cyclopentyl... 374 C23H3404 1010323-84-1 35
ono(2-ethylhexyl) phthalate 278 C16H2204 004376-20-9 35

uiHh WN PR
TAdRr PR

Abundance Scan 1836 (12.886 min): BF125111.D\data.ms (-1826) (- m/z 69.95 100.00%

70.0
149.0
261.1
5000
== i
Ly | e 250 o o
ob b bbb b TR m/z 149.00 59.01%
mlz--> 50 100 150 200 250 300 350
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0 112.0
261.0
5000 67.0 N S
12.50 13.00
m/z 261.10 51.85%
02\9‘\% L\“ T ““\ \L \‘ T J el \2‘07\9\ ™ \“\ L ?\>O‘4\(\) T \3’6\1\0\ ™
miz--> 50 100 150 200 250 300 350
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 — L
167.0 261.0 12.50 13.00
5000 m/z 57.00 47.42%
0 M h‘ 0 ‘ 1. 2170 | 3040 3610
e e B Bl mana S L
miz--> 50 100 150 200 250 300 350
Abundance #295634: Terephthalic acid, di(4-octyl) ester — ——
261.0 12.50 13.00
m/z 112.10 44.32%
167.0
5000
112.0
70.0
Yt SV SRS P L RN B SN
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125111.D

Acqg On : 19 Aug 2021 13:22
Operator : JU/CG

Sample : M3442-01

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 Sulfurous acid, butyl hepta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.945 5.74 ng 335846 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 91
2 1-Octadecanesulphonyl chloride 352 C18H37C1l02S 1000342-70-4 90
3 Tritetracontane 605 C43H88 007098-21-7 90
4 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 90
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87

Abundance Scan 2016 (13.945 min): BF125111.D\data.ms (-2010) (- m/z 57.00 100.00%

57.0
5000
—
111
Ol e M/Z 43.00 62.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #284588: Sulfurous acid, butyl heptadecyl ester
57.0
5000 L
14.00
m/z 71.05 57.97%
OJI‘Jﬁ;fl?%O\f23\9.0303.O’
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
—
14.00
5000 ITI/Z 85.05 39.83%
33.0
o”lmﬁ'm'o,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane —
57.0 14.00
m/z 55.00 35.67%
- WJ\/\MW»
0 | .‘j 127.0197.0 267.0337.0  463.0 533.0 604.(
e e e e T T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125111.D

Acqg On : 19 Aug 2021 13:22
Operator : JU/CG

Sample : M3442-01

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 8 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.486 2.64 ng 154530 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 2108 (14.486 min): BF125111.D\data.ms (-2104) (1 m/z 57.00 100.00%
57.0

o m
—
“ H 14.50
ol bl L2092 2251 n/z a3.00  59.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 L
14.50
m/z 71.10 55.11%
O T \‘\ ‘ ”‘ \“‘\ h’ \“‘\‘\\ ‘\ %\6\9\0\ ’2\2\5\ (\)‘ T \2\9\6‘ \O\ T ‘ L ‘ T TT
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
T
14.50
5000 ITI/Z 85.00 43.62%
0 bl “h h‘ “\ | 1699 225 0 281.0 337.0 42?'0
e et A A e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane T
57.0 14.50
m/z 55.00 20.47%
- W
0 uh\ \‘h]\.] h‘ L ? \0 i 2\2:5 0 309.0 365.0 437.
T e B A A A B S R ——
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@081921\
Data File : BF125111.D

Acqg On : 19 Aug 2021 13:22

Operator Ju/caG

Sample : M3442-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 9 Heneicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.998 2.52 ng 147344 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 2195 (14.998 min): BF125111.D\data.ms (-2190) (- m/z 57.00 100.00%
57.0

90 15.00
155.1 211.2 1 :
ob— ;L “‘ b “‘ fagps 22 2811 39l 0 71.e0  62.57%
mlz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 T
15.00
9.0 m/z 43.05 60.31%
o5 L LLiL 000250 2080
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
——
15.00
5000 m/z 85.05 46.52%
ol ‘L ”h‘ i M | 1410183.0225.0 267.0309.0 367
il e e
miz--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane T
57.0 15.00
m/z 40.95 20.23%
o WM
41.0
oL om0y smo -
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125111.D

Acqg On : 19 Aug 2021 13:22
Operator : JU/CG

Sample : M3442-01

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 10 unknownl5.392 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.392 2.06 ng 120123 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-(methylthio)- 300 C19H4eS 040289-98-3 12
2 1H,5H-Pyrrolo[1',2':3,4]imidazo[... 166 C1@H18N2 054966-11-9 10
3 5-Undecene, 6-methyl- 168 C12H24 083687-45-0 10
4 2- Chloropropionic acid, pentade... 318 C18H35C102 1000292-44-1 10
5 2-Thiopheneacetic acid, 6-ethyl-... 282 C16H2602S 1000278-92-3 10

Abundance Scan 2262 (15.392 min): BF125111.D\data.ms (-2255) (- m/z 43.00 100.00%

5000 M
— —
15.00 15.50
0 m/z 55.00 79.94%
m/z--> 50 100 150 200 250 300
Abundance #199953: Octadecane, 1-(methylthio)-
43.0
5000 83.0 P —
15.00 15.50
285.0 m/z 57.00 78.50%
25.0
ok \\‘w“ i“\“\ y ‘1‘68"9‘ ‘ ‘22‘4"0‘ i ‘\‘ ‘l‘ ,
m/z--> 50 100 150 200 250 300
Abundance #41363: 1H,5H-Pyrrolo[1',2":3,4]imidazo[1,5-a]pyridine, ot
83.0
— —
15.00 15.50
5000 m/z 82.95 63.77%
410 166.0
0
m/z--> 50 100 150 200 250 300
Abundance #43511: 5-Undecene, 6-methyl- T
55.0 15.00 15.50
m/z 97.10 59.69%
5000
97.0
‘ ‘ ‘ ‘ 168.0
ool ol T
m/z--> 50 100 150 200 250 300 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125111.D

Acqg On : 19 Aug 2021 13:22
Operator : JU/CG

Sample : M3442-01

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... 2.216 61.0 ng 3063070 1 6.916 1004590 20.0
2-Pentanone, 4-... 5.128 6.8 ng 343300 1 6.916 1004590 20.0
Ethanol, 2-(2-b... 8.098 7.9 ng 518386 2 8.198 1312990 20.0
n-Hexadecanoic ... 11.963 9.7 ng 737559 4 11.445 1521270 20.0
Pentadecanoic acid 12.745 4.3 ng 326988 4 11.445 1521270 20.0
1,4-Benzenedica... 12.886 6.0 ng 351110 5 14.080 1170460 20.0
Sulfurous acid,... 13.945 5.7 ng 335846 5 14.080 1170460 20.0
Triacontane 14.486 2.6 ng 154530 5 14.080 1170460 20.0
Heneicosane 14.998 2.5 ng 147344 6 15.580 1168320 20.0
unknown15.392 15.392 2.1 ng 120123 6 15.580 1168320 20.0

8270-BF081821.M Fri Aug 20 12:48:17 2021

Pag 13



