LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041921\
Data File : BF123619.D

Acqg On : 19 Apr 2021 13:19

Operator : JU/CG

Sample : M2070-01 :
Misc : JGD-3150-D3550-A

ALS vial : 5 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: BF123619.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.14e 3 9 15 rVB 2340427 3013089 16.09% 4.523%
2 5.110 502 514 517 rBV 8811127 18726580 100.00% 28.108%
3 5.493 575 579 591 rVB 4103529 3504619 18.71% 5.260%
4 6.498 746 750 762 rVB 6010145 5947612 31.76%  8.927%
5 6.863 808 812 815 rBV 1972081 1484852 7.93% 2.229%

6 7.428 902 908 911 rBV 5041186 5189927 27.71% 7.790%
7 8.145 1026 1030 1033 rBV 2231944 1913667 10.22% 2.872%
8 9.228 1209 1214 1217 rBV 8136555 7049952 37.65% 10.582%
9 9.616 1277 1280 1283 rBV 316509 241485 1.29% 0.362%

9.904 1325 1329 1333 rVB 2331483 1975375 10.55%  2.965%

11 10.422 1406 1417 1421 rBV 230581 476684  2.55%
12 10.627 1444 1452 1454 rBV4 265296 630027 3.36%
13 10.692 1459 1463 1473 rVB 2232300 2087945 11.15%
14 11.398 1579 1583 1585 rBV 2184203 2000511 10.68%
15 11.922 1666 1672 1676 rBV3 263477 340216 1.82%

OwWwWwoeoe
=
w
N
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16 12.121 1702 1706 1716 rVB4 112901 260133 1.39%
17 12.863 1829 1832 1843 rVB3 207790 516780 2.76%
18 12.986 1849 1853 1856 rBV 6403871 5734970 30.62%

OO
o))
[
(&)
R

19 13.774 1980 1987 1996 rBV2 234926 558002 2.98% 838%
20 13.921 2005 2012 2021 rBV5 216437 538138 2.87% 808%
21 14.039 2028 2032 2035 rBV 1882434 1584136 8.46% 2.378%
22 14.421 2092 2097 2102 rBV 285536 498417 2.66% 0.748%
23 15.015 2193 2198 2205 rBV 251025 429158 2.29% 0.644%
24 15.521 2279 2284 2288 rBV2 1080033 1378214 7.36% 2.069%
25 15.674 2304 2310 2317 rVB3 163513 350586 1.87% ©.526%

26 16.439 2435 2440 2446 rBVv4 99901 192541 1.03% 0.289%

Sum of corrected areas: 66623616
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 5

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041921\

BF123619.D
: 19 Apr 2021 13:19
Ju/CG
. M2070-01 .
JGD-3150-D3550-A
Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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0
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123619.D

Acqg On : 19 Apr 2021 13:19

Operator : JU/CG

Sample : M2070-01 :
Misc : JGD-3150-D3550-A

ALS vial : 5 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 2
R.T. EstConc Area Relative to ISTD R.T.
2.140 40.58 ng 3013090 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 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 28
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance Scan 9 (2.140 min): BF123619.D\data.ms (-3) (-) m/z 73.05 100.00%
3.0

—

5000 43.0
A AREaR SRR R e
‘ ‘ 881 2.202.302.402.50
ol il 380 [l 881 107.0 1290 1839 ., 43,05 50.87%
miz--> 20 40 60 80 100 120 140
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 R RN R R R N
2.202.302.402.50
43.0 .
m/z 55.00 36.06%
o200 ‘\“\ Js‘.o I 843-0
‘\\\\’\\\1‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\
miz—-> 20 40 60 80 100 120 140
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0

2.202.302.402.50
5000 55.0 m/z 87.05 26.89%

39T
0 " | %89 11201200

——

miz--> 20 40 60 80 100 120 140
Abundance #2051: 1,3-Dioxolane, 2-methyl- R RaaEs e R
73.0 2.202.302.402.50
m/z 41.05 16.13%
5000 43.0
58.0
m/z--> 20 40 60 80 100 120 140 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123619.D

Acqg On : 19 Apr 2021 13:19

Operator : JU/CG

Sample : M2070-01 :
Misc : JGD-3150-D3550-A

ALS vial : 5 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.110 252.24 ng 18726600 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 42
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
Abundance Scan 514 (5.110 min): BF123619.D\data.ms (-502) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R AEmmEE R
‘ 83.0 4.80 5.00 5.20 5.40
Ol bbbl e B0 m/z 59.00  61.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L AL B B
59.0 4.80 5.00 5.20 5.40
m/z 101.10 16.69%
15.0 101.0
|28 83.0 |
O H\‘HH‘\H‘IM‘HH‘HH\\‘H}\‘\H\‘\H\‘\‘H\‘\H}‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
T EmmmnEEE T
4.80 5.00 5.20 5.40
5000 m/z 57.95 15.97%
41.0
27.0 101.0
0 bbbl 730,880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8346: 2-Hexanol, 2-methyl- R RAREETE SR
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.48%
5000
101.0
41.0
27.0 m 83.0
O brrrprerr et b e R RamasmmeE e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 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@41921\
Data File : BF123619.D

Acqg On : 19 Apr 2021 13:19

Operator : JU/CG

Sample : M2070-01 :
Misc : JGD-3150-D3550-A

ALS vial : 5 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 unknownl1@.42 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.422 4.83 ng 476684  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Piperazinimine, 1,3,3,4-tetram... 233 C9H19N302S 1000221-39-0 38
2 Benzenamine, 4-chloro-N,N-dimethyl- 155 C8H10C1N 000698-69-1 35
3 Butanoic acid, 2-[(trifluoroacet... 255 C1OH16F3NO3 054986-68-4 32
4 Biphenyl 154 C12H1e 000092-52-4 27
5 Acetonitrile, (3-methyl-4-oxo-2-... 154 C6H6N20S 056196-65-7 25

Abundance Scan 1417 (10.422 min): BF123619.D\data.ms (-1406) (- m/z 154.05 100.00%

154.1
114.0
5000 42.1
70.1 A
184.2 10 50
o 208.1 m/z 155.05  53.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #88469: 2-Piperazinimine, 1,3,3,4-tetramethyl-N-(methyls
154.0
5000
113.0 10 50
56.0 m/z 114.60 53.17%
83.0
0 “ ‘\‘ Ay ‘u H‘ i ‘ 191.0 21$0
‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #28040: Benzenamine, 4-chloro-N,N-dimethyl-
154.0

=

10.50
5000 m/z 42.10 41.74%

42.0 77‘0 1o
W Il bl I

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106086: Butanoic acid, 2-[(trifluoroacetyl)amino]-, 1-met

o

.

10.50
570 m/z 41.60 31.18%
5000
126.0 182.0
L1020 |
B VEIRF I NS M A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123619.D

Acqg On : 19 Apr 2021 13:19

Operator : JU/CG

Sample : M2070-01 :
Misc : JGD-3150-D3550-A

ALS vial : 5 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 unknownl@.62 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.628 6.38ng 630027 Acenaphthene-d10 9904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyldithiophosphinic acid 154 cami1Ps2 000866-54-6 30

2 L-Alanine, N-methyl-N-(trifluoro... 255 C1@H16F3NO3 034815-08-2 27
3 Butanoic acid, 2-[(trifluoroacet... 255 C1OH16F3NO3 054986-68-4 23
4 Benzene, 1-methoxy-3-(methylthio)- 154 C8H100S 002388-74-1 14
5 Sebacic acid, 2,6-dimethoxypheny... 520 C31H5206 1000354-76-0 14

Abundance Scan 1452 (10.627 min): BF123619.D\data.ms (-1444) (- m/z 154.10 100.00%
1

154
114.1
50001 42 o
70.0 — .
184.1 10.50 11.00
0 J—rv“v—v—v—r‘l“v—v—r‘rv—v—v—vj—v—v—v—v—rv—v—v—v—rv m/Z 114.05 54.97%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #27148: Diethyldithiophosphinic acid
154.0
126.0
92.0
63.0
5000 el S
10.50 11.00
m/z 155.05 50.70%
O ’1’
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #106077: L-Alanine, N-methyl-N-(trifluoroacetyl)-, butyl es
154.0
e A e
10.50 11.00
5000 ITI/Z 42.00 40.87%
42.0
110.0
69.0
ol b | 1820 2110  255(
L N A KEEAGE
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #106086: Butanoic acid, 2-[(trifluoroacetyl)amino]-, 1-met P ——
154.0 10.50 11.00
57.0 m/z 41.10  30.17%
5000
126.0 182.0
S . 8 P S WS — S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123619.D

Acqg On : 19 Apr 2021 13:19

Operator : JU/CG

Sample : M2070-01 :
Misc : JGD-3150-D3550-A

ALS vial : 5 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 5 Dodecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.922 3.40 ng 340216 Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 86
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 1672 (11.922 min): BF123619.D\data.ms (-1666) (- m/z 43.05 100.00%

43.0
73.0
5000
129.0 192.1 —
I 100. 157.1 227.0 256.3 12.00
Ol m/z 60.00  88.43%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #61120: Dodecanoic acid
60.0
5000 129.0 ‘12\00‘
157.0 '
29.0 870 m/z 41.10 79.60%
AT
O \H’\‘H\“\‘HH\“ \‘}\‘\‘H\w\}w\\h\‘\\‘\\‘iHH‘H‘H‘\\Hl\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
—
12.00
5000 256.0 ITI/Z 73.05 79.46%
129.0
213.0
WY 55 st
LS 0T O A VR W
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #84452: Tetradecanoic acid T
73.0 12.00
43.0 m/z 56.95 73.94%
5000 129.0
185.0
H 228.0
O:‘Lﬁ'm‘u‘i‘:“J“““‘l“"”‘“ﬂ)““w‘:‘l‘h‘u“u?‘mH‘mwm"!H‘mwu —
m/z--> 20 40 60 80 100120140160 180200220240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123619.D

Acqg On : 19 Apr 2021 13:19
Operator : JU/CG

Sample : M2070-01

Misc :

ALS vial : 5 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 6 unknownl2.12 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.121 2.60 ng 260133  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 2-isobutyl-5-isopentyl- 210 C13H22S 004806-10-4 49
2 2-Pentanone, 1-(2,4,6-trihydroxy... 210 C11H1404 1000116-22-3 49
3 1-Butanone, 1-(2,4,6-trihydroxy-... 210 C11H1404 001509-06-4 47
4 2-Methoxythiobenzamide 167 C8HINOS 042590-97-6 27
5 Benzene, 1,1'-ethylidenebis- 182 C14H14 000612-00-0 27

Abundance Scan 1706 (12.121 min): BF123619.D\data.ms (-1702) (-1 m/z 167.05 100.00%
167.1
210.1

5000

-

T —T 5
12.00 12.50

0! m/z 210.05 84.53%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #69413: Thiophene, 2-isobutyl-5-isopentyl-
167.0
5000 T ‘ T T /‘N\MM\A\ ‘A A T
111.0
210.0 12.00 12.50
m/z 154.05 35.71%
57.0
Ol T \‘ T ‘\“\‘”’ T \“7\?“"0\ T \" T \“}‘\ “1‘ \1\3\‘7‘(\)\ \“\ T 1‘\ T ‘1\9\0\\0‘ il T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #69035: 2-Pentanone, 1-(2,4,6-trihydroxyphenyl)
167.0
AR TN
12.00 12.50
5000 m/z 77.05 32.30%
210.0
55.0

7.1 830 1100 1400 |

\\\‘\\\\’\‘\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\“\\\‘\‘\\‘\\‘

m/z--> 40 60 80 100 120 140 160 180 200

Abundance #69047: 1-Butanone, 1-(2,4,6-trinydroxy-3-methylphenyl)-
167.0

o

-

— ‘ ‘
12.00 12.50
m/z 91.00 31.28%

5000
210.0

390  69.0 9001100 1400 |

O b i T e ey e —
miz--> 40 60 80 100 120 140 160 180 200 12.00 12.50

2
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123619.D

Acqg On : 19 Apr 2021 13:19

Operator : JU/CG

Sample : M2070-01 :
Misc : JGD-3150-D3550-A

ALS vial : 5 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 7 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.863 6.52 ng 516780 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
3 Octacosane 394 (C28H58 000630-02-4 87
4 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 83
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 1832 (12.863 min): BF123619.D\data.ms (-1829) (- m/z 57.05 100.00%
57.0

9.1 [ 1200
12.50 13.00
141.0 211.1
0k “‘H‘ ‘ h‘l‘ % bk g 2830 m/z 43.05  77.21%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 — —
12.50 13.00
m/z 71.05 55.95%
o ‘\ ‘ | %9‘ 0 141.0183.0226.0
\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5 T
12.50 13.00
5000 ITI/Z 85.10 29.93%
o L‘ 1 1]-01830 *"0281.0323.0
A e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane - —
57.0 12.50 13.00
m/z 55.00  28.12%
- MWWWJUWN
oL L H“141918302250 281.0 337.0 394.
‘““““""““““““‘““““““‘ — —
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\BF@41921\
Data File : BF123619.D

Acqg On : 19 Apr 2021 13:19

Operator : JU/CG

Sample : M2070-01 :
Misc : JGD-3150-D3550-A

ALS vial : 5 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 8 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.774 7.04 ng 558002 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1987 (13.774 min): BF123619.D\data.ms (-1980) (- m/z 57.00 100.00%

57.0
5000
9.1 EI.3‘5(5 EI.4‘06
1411 1 230. : ’
oA d Ll 3011821 2300 2808 L 4300 60.43%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 — e
13.50 14.00
m/z 71.10 55.60%
ol \ e ‘\ . 1‘410183022502670 323.0 380.
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 100 150 200 250 300 350
Abundance #48870: Undecane, 3,8-dimethyl-
57.0
o —
13.50 14.00
5000 ITI/Z 85.05 39.60%
‘ ‘ “ ‘ 1301560
oH‘wwm\mumH_MWH_MWH
miz--> 100 150 200 250 300 350
Abundance #129492: Eicosane T ——
57.0 13.50 14.00
m/z 55.00 21.90%
- MJ\NJ\A\M\/
0 hW F \%41018302250 282.0
““““““ T e e —r —
mlz--> 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123619.D

Acqg On : 19 Apr 2021 13:19

Operator : JU/CG

Sample : M2070-01 :
Misc : JGD-3150-D3550-A

ALS vial : 5 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 9 Cyclooctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.921 6.79 ng 538138 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctacosane 392 C28H56 000297-24-5 93
2 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 2012 (13.921 min): BF123619.D\data.ms (-2005) (- m/z 55.00 100.00%

55.0
5000
ype
39.1 19902431 :
ol “ “H \\m\m L N S ‘3‘8‘0‘1 m/z 43.10 91.03%
m/z--> 50 100 150 200 250 300 350
Abundance #208717: Cyclooctacosane
57.0
5000 T
11.0 14.00
m/z 57.05 87.90%
392.(
O J“‘ 1/ “ H \\‘\ ‘\\ \ % 91796 0237 0278 0 335 O ‘\
\\\‘ \\ \1\\‘\\\1‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance  #181286: 3-Chloropropionic acid, heptadecyl ester
57.0
—
14.00
5000 11.0 m/Z 83.05 83.55%
OJUM | 13540 21000500
miz--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol T
55.0 14.00
97.0 o
m/z 97.05 68.82%
B MN/\J\/M
oL LR ss20002060 e
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123619.D

Acqg On : 19 Apr 2021 13:19

Operator : JU/CG

Sample : M2070-01 :
Misc : JGD-3150-D3550-A

ALS vial : 5 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 10 1-Iodo-2-methylundecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.421 6.29 ng 498417 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 87
4 Octacosane 394 (C28H58 000630-02-4 86
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
Abundance Scan 2097 (14.421 min): BF123619.D\data.ms (-2092) (. m/z 57.00 100.00%
57.0
99.1 a50
14.50
155 1 ‘
ol | “ Ll 531 1971 24212810 355 . 4305 57.20%
mlz--> 50 100 150 200 250 300 350
Abundance #140553: 1-lodo-2-methylundecane
57.0
5000 T
14.50
m/z 71.05 50.10%
99.0
O \“\ \ ‘ ! h “ \ T \ T ‘J‘-\G?.\()\z‘l\ll\o\ T ‘ T \296‘-(\)\ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
——
14.50
5000 m/z 85.10 39.65%
99.0
. h i ‘\ | 14104 1830 2250 267.0 3000 352
““ At R
miz--> 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo- T
57.0 14.50
m/z 55.05 20.25%
- W
99.0 183.0
ol bbb e T a0 .
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123619.D

Acqg On : 19 Apr 2021 13:19

Operator : JU/CG

Sample : M2070-01 :
Misc : JGD-3150-D3550-A

ALS vial : 5 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 11 Tricosane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.015 6.23 ng 429158 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane, 2-methyl- 338 C24H50 001928-30-9 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 86
5 Docosane, 2,21-dimethyl- 338 C24H50 077536-31-3 86

Abundance Scan 2198 (15.015 min): BF123619.D\data.ms (-2193) (- m/z 57.00 100.00%
57.0

> \/‘A\MM
T T
| 9.0 412 15.00
ol LL H‘ 145218302251 2810 3321 388E ./, 43.05 62.77%
m/z--> 50 100 150 200 250 300 350
Abundance #175566: Tricosane, 2-methyl-
43.0
5000 —— :
50 15.00
m/z 71.10 53.60%
oLy | | | 127:0169.0211.0253.0 %> 338.0
\\‘1\\\‘\\\T‘\\\\‘T\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
T T
15.00
5000 m/z 85.05 41.52%
9.0
ol h‘ | | ;141.0183.0225.0 281.0 337.0 394.
B o o T R L S
miz--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane T ‘
57.0 15.00
m/z 55.00 24.17%
w WAWMM
o L L a0ss0  asm0 .
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\BF@41921\
Data File : BF123619.D

Acqg On : 19 Apr 2021 13:19

Operator : JU/CG

Sample : M2070-01 :
Misc : JGD-3150-D3550-A

ALS vial : 5 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 12 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.674 5.09 ng 350586 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
3 Tetratetracontane 619 C44H99 007098-22-8 86
4 Tetradecane 198 C14H30 000629-59-4 74
5 Octadecane 254 C18H38 000593-45-3 74

Abundance Scan 2310 (15.674 min): BF123619.D\data.ms (-2304) (- m/z 57.05 100.00%
57.0

-

5000
15.50 16.00
7.0 211.0
o_H“‘wa‘lﬁwm 29338 e m/Z 43.10 53.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94344: Heptadecane
57.0
5000 — ——
15.50 16.00
m/z 71.00 46.76%
‘ 27.0  240.0
O‘\\JYJ\LA!?‘J\A%“\%\H’HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #100330: 2-Bromo dodecane
57.0
—— —
15.50 16.00
5000 ITI/Z 85.05 39.45%
169.0
N1 B ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane — 7
57.0 15.50 16.00
m/z 55.00  18.08%
o WMWM
o H‘H £7:0197.0267.0337.0407.0 491.0562.0
R e e e A REELER —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123619.D

Acqg On : 19 Apr 2021 13:19

Operator : JU/CG

Sample : M2070-01 :
Misc : JGD-3150-D3550-A

ALS vial : 5 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 13 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.439 2.79 ng 192541 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 80
2 13-Methylhentriacontane 451 C32H66 1000131-19-4 78
3 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 78
4 Heptacosane 380 C27H56 000593-49-7 74
5 Nonadecane 268 C19H40 000629-92-5 74
Abundance Scan 2440 (16.439 min): BF123619.D\data.ms (-2435) (- m/z 57.00 100.00%
57.0
5000 MM
127.0 1931  281.1331.8 1650
0 “ Dbl 231 2BLISSLE 4243 . 4360 58.06%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane
57.0
5000 T
16.50
m/z 71.10 45.28%
o \‘ |1 11139 1600 2250 2810 3380
\\\‘\\\\‘f\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227199: 13-Methylhentriacontane
57.0
e
16.50
5000 196.0 m/z 85.05  38.35%
280.0
il L
oL LD, L L | are0 430
miz--> 50 100 150 200 250 300 350 400 450
Abundance #161090: Sulfurous acid, buty! tridecyl ester —
57.0 16.50
m/z 55.05 21.80%
oLl 1000 .
m/z--> 50 100 150 200 250 300 350 400 450 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041921\
Data File : BF123619.D

Acqg On : 19 Apr 2021 13:19
Operator : JU/CG

Sample : M2070-01

Misc :

ALS vial : 5 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... 2.140 40.6 ng 3013090 1 6.863 1484850 20.0
2-Pentanone, 4-... 5.110 252.2 ng 18726600 1 6.863 1484850 20.0
unknown10.42 10.422 4.8 ng 476684 3 9.904 1975380 20.0
unknown10.62 10.628 6.4 ng 630027 3 9.904 1975380 20.0
Dodecanoic acid 11.922 3.4 ng 340216 4 11.398 2000510 20.0
unknownl12.12 12.121 2.6 ng 260133 4 11.398 2000510 20.0
Hexadecane 12.863 6.5 ng 516780 5 14.039 1584140 20.0
Heptacosane 13.774 7.9 ng 558002 5 14.039 1584140 20.0
Cyclooctacosane 13.921 6.8 ng 538138 5 14.039 1584140 20.0
1-Todo-2-methyl... 14.421 6.3 ng 498417 5 14.039 1584140 20.0
Tricosane, 2-me... 15.015 6.2 ng 429158 6 15.521 1378210 20.0
Heptadecane 15.674 5.1 ng 350586 6 15.521 1378210 20.0
Tetracosane 16.439 2.8 ng 192541 6 15.521 1378210 20.0
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