LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124187.D

Acqg On : 8 Jun 2021 19:03
Operator : JU/CG

Sample : M2598-07

Misc :

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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124187.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.157 5 12 17 rBV 532763 654059 50.33% 7.458%
2 4.740 447 451 455 rBV 38651 41139 3.17% 0.469%
3 5.087 507 510 516 rVB 24477 26859 2.07% 0.306%
4 5.498 576 580 589 rBV 956033 904553 69.61% 10.314%
5 6.504 745 751 762 rBV 879872 938861 72.25% 10.705%

6 6.857 808 811 815 rVB 306745 258310 19.88% 2

7 7.422 902 907 910 rBV 728194 654359 50.35% 7.461%

8 8.139 1025 1029 1033 rBV 347375 312476 24.04% 3

9 9
9

563%

.216 1207 1212 1215 rBV 1418038 1299551 100.00% 14.818%

10 .898 1324 1328 1331 rBV 453261 367598 28.29% 4.191%
11 10.686 1458 1462 1475 rBV 865220 813878 62.63% 9.280%
12 11.386 1577 1581 1584 rBV 429072 360492 27.74% 4.110%
13 12.598 1784 1787 1790 rBV 25634 24198 1.86% 0.276%
14 12.827 1821 1826 1831 rBvV4 33424 38810 2.99% 0.443%
15 12.974 1846 1851 1854 rBV 1234334 1088588 83.77% 12.412%
16 13.198 1885 1889 1892 rBV3 13738 15258 1.17% 0.174%
17 13.539 1942 1947 1953 rVBS8 13625 23413 1.80% 0.267%
18 13.868 1998 2003 2005 rBvV4 22851 26708 2.06% ©.305%
19 13.892 2005 2007 2014 rVB7 10803 20264 1.56% 0.231%
20 14.027 2024 2030 2033 rBV 262967 239754 18.45% 2.734%
21 14.180 2053 2056 2062 rBV7 22630 36436 2.80% 0.415%
22 14.492 2106 2109 2113 rVB4 25045 23642 1.82% 0.270%
23 14.798 2156 2161 2167 rBV7 23208 46281 3.56% 0.528%
24 15.074 2204 2208 2213 rVV6 12978 18334 1.41% 0.209%
25 15.145 2216 2220 2225 rBvV4 38303 37172 2.86% 0.424%
26 15.380 2257 2260 2267 rVB5 19235 33330 2.56% ©.380%
27 15.510 2278 2282 2291 rVB2 154226 233376 17.96% 2.661%
28 15.621 2296 2301 2306 rBV8 12581 30099 2.32% 0.343%
29 15.968 2354 2360 2364 rVB5 35138 57527 4.43% 0.656%
30 16.245 2403 2407 2413 rVB7 29542 46697 3.59% 0.532%
31 16.480 2441 2447 2453 rVBS8 15304 36192 2.78% 0.413%
32 17.086 2546 2550 2556 rBV5 19124 36863 2.84% 0.420%
33 17.792 2663 2670 2673 rBV6 10331 25278 1.95% ©.288%

Sum of corrected areas: 8770355
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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\BF060821\

BF124187.D
8 Jun 2021 19:03
Ju/CG
: M2598-07
Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124187.D

Acqg On : 8 Jun 2021 19:03
Operator : JU/CG

Sample : M2598-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.157 50.64 ng 654059 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 59
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 12 (2.157 min): BF124187.D\data.ms (-5) (-) m/z 73.10 100.00%

73.1
5000 43.0 /\
R ERaaEE e R
‘ J 880 2.202.302.402.502.60
0 "HH_"‘WH?‘,HM,‘m_m_m m/z 43.00 43.87%
m/z--> 0 20 40 80 100 120
Abundance #4492: Butane, 2 methoxy-2-methyl-
73.0
5000 R R A RN N
55.0 2.202.302.402.502.60
+ m/z 55.80 36.71%
O“““2‘4‘?‘“j““"‘““\"8‘%'0‘“““““‘
miz--> 0 20 40 60 80 100 120
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
R Emaa s RRARREEEE N
2.202.302.402.502.60
5000 55.0 m/z 87.10 27.61%
39
0 L ‘ \ ‘H‘ 88.0 1120 129.0
“““““ “““ ““,‘ e
miz--> 0 20 40 80 100 120
Abundance #1996: Snane tetramethyl- Raa e A
73.0 2.202.302.402.502.60
m/z 41.10 14.57%
5000
43.0
15.0
O | \‘\ H 1 ‘\ 880

m/z--> 0 20 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124187.D

Acqg On : 8 Jun 2021 19:03
Operator : JU/CG

Sample : M2598-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Cyclotrisiloxane, hexamethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.740 3.19 ng 41139 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotrisiloxane, hexamethyl- 222 C6H1803Si3 000541-05-9 83
2 Arsenous acid, tris(trimethylsil... 342 C9H27As03Si3  ©55429-29-3 50
3 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 45
4 Phenanthridinium, 5,6-dimethyl-,... 335 C15H14IN 016511-48-1 39

5 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 9
Abundance Scan 451 (4.740 min): BF124187.D\data.ms (-447) (-) m/z 207.10 100.00%

207.1
5000
AEEmma B SR
96.0 132.9 4.40 4.60 4.80 5.00

bbbt b e m/z 208.00  24.03%

miz-> 50 100 150 200 250 300

Abundance #79619: Cyclotrisiloxane, hexamethyl-

207.0
5000 L L R IR R

4.40 4.60 4.80 5.00
m/z 209.10 10.10%

96.0 1
olso 610 | 1330 | |
L ‘ L ‘ T T ‘ T T ’ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #178799: Arsenous acid, tris(trimethylsilyl) ester
207.0
e
4.40 4.60 4.80 5.00
5000 m/z 191.00 9.43%
73.0 133.0
oL310 | | | 1670 h 241.0 327.(
e L A e
miz--> 50 100 150 200 250 300
Abundance #67018: Benzo[h]quinoline, 2,4-dimethyl- e EamasmEESs ST
207.0 4.40 4.60 4.80 5.00
m/z 132.90 6.91%
5000
0 760 L 127'9 ]\.6\?? b
e o e L e o IR B e
m/z--> 50 100 150 200 250 300 4.40 4.60 4.80 5.00

8270-BF060321.M Wed Jun @9 13:54:20 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124187.D

Acqg On : 8 Jun 2021 19:03
Operator : JU/CG

Sample : M2598-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Oxirane, [(1-methylethoxy)m... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.087 2.08 ng 26859 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 64
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 36
3 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 28
4 1,3-Dioxane, 4,4-dimethyl- 116 C6H1202 000766-15-4 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9
Abundance Scan 510 (5.087 min): BF124187.D\data.ms (-507) (-) m/z 43.00 100.00%
43.0 590
5000
101.1 A
L I FE
‘ ‘ 85.9 4.80 5.00 5.20 5.40
Ot P3P L m/z s9.00  85.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8195: Oxirane, [(1-methylethoxy)methyl]-
43.0
59.0
29.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\A\\A
4.80 5.00 5.20 5.40
101.0 . .68%
250 ‘ m/z 101.10  36.68%
O\\\‘\\\\‘\\1\“\\\‘}M!\\\‘\\w!}\\\\‘\‘}\\‘\8\6}.\()‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R R REREEE
4.80 5.00 5.20 5.40
m/z 58.00 21.04%
5000 59.0
15.0 101.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4777: 1-Butanol, 3-methoxy- AmmmE R
59.0 4.80 5.00 5.20 5.40
m/z 41.00 16.86%
5000
31.0
43.0
89.0
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\BF060821\
Data File : BF124187.D

Acqg On : 8 Jun 2021 19:03
Operator : JU/CG

Sample : M2598-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 unknownl13.868 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.868 2.23 ng 26708 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Pentadecanone 226 C15H300 000818-23-5 37
2 2,2,4-Trimethyl-3-pentanone 128 C8H160 005857-36-3 17
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 17
4 Octanoic acid, tridec-2-ynyl ester 322 C21H3802 1000299-34-9 9
5 Pent-4-yn-3-one, 2,2-dimethyl- 110 C7H100 005891-25-8 9

Abundance Scan 2003 (13.868 min): BF124187.D\data.ms (-1998) (- m/z 57.00 100.00%
57.0

5000 MWMW
— ——
‘ 155.0 207.0 y34, 1350 14.00
O bl ‘H‘,”J‘“‘MwM_‘“‘,H‘\_H‘_M_HHW m/z 43.60  47.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82963: 8-Pentadecanone
57.0
5000 - T
200 127.0 13.50 14.00
m/z 70.95 27.63%
82.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12603: 2,2,4-Trimethyl-3-pentanone
57.0
— ——
13.50 14.00
5000 ITI/Z 41.10 23.22%
29.0
H ‘ 85.0 128.0
P O O it
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48893: Decane, 2,6,8-trimethyl- — —
57.0 13.50 14.00
m/z 67.00 13.06%
5000
85.0
0 L |4 [ 1180 1550 1840
Frrprrr et e e e e e T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124187.D

Acqg On 8 Jun 2021 19:03

Operator : JU/CG

Sample : M2598-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: 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 unknownl4.180 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.180 3.04 ng 36436 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Bromo-11-iodoundecane 360 C11H22BrI 139123-69-6 46
2 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 30
3 Pentadecane, 2-methyl- 226 Cl6H34 001560-93-6 22

4 Hexadecane, 2,6,10,14-tetramethyl- 282

5 Decane, 2,3,5-trimethyl-

184

C20H42
C13H28

000638-36-8 22
062238-11-3 22

Abundance Scan 2056 (14.180 min): BF124187.D\data.ms (-2053) (1 m/z 43.00 100.00%

43.0
281.0
5000
149.1 1932
327.0 N L
1] h\ | M\ I \ Vor 1o oea
om_“‘ : = S IR, m/z 57.10 83.41%
mlz--> 50 100 150 200 250 300 350
Abundance #190167: 1-Bromo-11-iodoundecane
69.0
5000 — e
o d 11.0 14.00 14.50 }
: 490 m/z 69.10 77 .90%
H 9302330 281.0
0 ‘\‘ ‘ “H‘ \‘ H\ \H H‘\ ‘H el ‘H“ “ M\ ‘\ ‘\‘H‘ . “ s ‘3’6‘2‘(
miz--> 50 100 150 200 250 300 350
Abundance  #200449: Sulfurous acid, octadecyl 2-propyl ester
43.0
—r —
14.00 14.50
5000 50 m/z 71.60  74.82%
T
o“‘m‘w“mu“Hm 80
miz--> 50 100 150 200 250 300 350
Abundance #83043: Pentadecane, 2-methyl- — —
43.0 14.00 14.50
m/z 96.95 63.20%
5000 5.0
| 3(27.0 183.0
A O O - B
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124187.D

Acqg On : 8 Jun 2021 19:03
Operator : JU/CG

Sample : M2598-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.798 3.97 ng 46281 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 58
2 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 43
3 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 38
4 Cyclopentanecarboxylic acid, 4-t... 296 C19H3602 1000280-58-6 35
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 35

Abundance Scan 2161 (14.798 min): BF124187.D\data.ms (-2156) (-} m/z 57.10 100.00%

57.1
5000
149.1
—r —
T
ol ‘ ‘ ‘WH“‘\“‘M‘W“m_mw_mwwwHWW m/z 69.10  88.95%
m/z--> 50 100150200250300350400450500550600650
Abundance #234187: 17-Pentatriacontene
43.0
5000 — —
14.50 15.00
m/z 71.10 68.68%
0 ( £59196.0267.0 490.0
TTT ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100150200250300350400450500550600650
Abundance #242758: Tetratriacontyl heptafluorobutyrate
57.0
—r —
14.50 15.00
5000 m/z 97.10  58.76%
9.0
bl \%ﬂ 1,209.0 292.0 376.0 476.0 672.1
e e P
m/z--> 50 100150200 250300350400450500550 600650
Abundance  #190678: 2- Chloropropionic acid, octadecyl ester P ——
57.0 14.50 15.00
m/z 43.10 56.66%
9.0 250.0
0 360.0
—r —
m/z--> 50 100150200250300350400450500550600650 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124187.D

Acqg On : 8 Jun 2021 19:03
Operator : JU/CG

Sample : M2598-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 6,6-Diethylhoctadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.145 3.19 ng 37172 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6,6-Diethylhoctadecane 310 C22H46 1000360-41-8 50
2 Octacosane 394 C28H58 000630-02-4 49
3 Heptadecane 240 C17H36 000629-78-7 47
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 46
5 Octadecane 254 C18H38 000593-45-3 46

Abundance Scan 2220 (15.145 min): BF124187.D\data.ms (-2216) (-~ m/z 57.05 100.00%

57.0 ' '
5000
149.1 281.0 T T
2211 15.00 15.50
i oo
Y B T O D G A m/z 43.05 80.16%
m/z--> 50 100 150 200 250 300 350
Abundance #153228: 6,6-Diethylhoctadecane
57.0
5000 T T
141.0 15.00 15.50
9.0 9
‘ 23902810 m/z 71.10 60.62%
O \\\\““ “\H‘\L“ \“\‘\ \‘“‘\]‘.\8\3\?\\\“\.‘\\”\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
— —
15.00 15.50
5000 m/z 85.10 55.46%
oL \\ | 1410183.02250 2810 3370 394
A e A A e
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane T —
57.0 15.00 15.50
m/z 55.00 44.42%
9.0
0 ‘ HWH‘A14%91830 2400
“““‘“““““““““““““““‘ —— —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124187.D

Acqg On : 8 Jun 2021 19:03
Operator : JU/CG

Sample : M2598-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 (1-Cyclopentenyl)ferrocene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.380 2.86 ng 33330 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1-Cyclopentenyl)ferrocene 252 C15H16Fe 012260-67-2 50
2 Phenol, 4,4'-(3-ethenyl-1-propen... 252 C17H1602 017676-24-3 49
3 1-Amino-4-(phenylthio)isoquinoline 252 C15H12N2S 019653-19-1 47
4 Benzo[b]naphtho[2,3-d]thiophene,... 252 C17H16S 024964-06-5 47
5 Perylene 252 C20H12 000198-55-0 47

Abundance Scan 2260 (15.380 min): BF124187.D\data.ms (-2257) (1  m/z 252.00 100.00%
252.0

5000 550
‘ H‘ ‘ ‘ ‘ ‘ 356.  15.00 15.50
ol MW J“U“‘ L i IN) o m/z s5.00  48.90%
mlz--> 50 100 150 200 250 300 350
Abundance #103921: (1-Cyclopentenyl)ferrocene
252.0
5000 — —
15.00 15.50
m/z 125.00 27.19%
56.0 121.0 184.0
O\\\\“\\\\‘\\‘H\\‘\\\M\‘\\\\H\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350

Abundance #104122: Phenol, 4,4'-(3-ethenyl-1-propene-1,3-diyl)bis-,
252.0 “

15.00 15.50
m/z 250.00 23.02%
5000 1070 1580 /
39.0
0! ‘h““w“\‘\“ M‘M‘ " “2“(‘?3'8\“\‘\‘ e I
miz--> 50 100 150 200 250 300 350 ﬂ ﬁ h “ A
Abundance #103911: 1-Amino-4-(phenylthio)isoquinoline | e iy :
252.0 15.00 15.50
m/z 69.10 21.69%
5000
131.0 1750
b0 B8 e b
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124187.D

Acqg On : 8 Jun 2021 19:03
Operator : JU/CG

Sample : M2598-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 unknownl5.621 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

15.621 2.58 ng 30099 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,4]Diazepane, 1,4-bis-(2-methy... 282 C17H22N4 1000316-82-8 10
2 1,3-Bis(trimethylsilyloxy)butane 234 C10H26025i2 056771-47-2 10
3 Pyrido[3,2-d]pyrimidin-4-o0l 147 C7H5N30 037538-67-3 9

4 3-(4-Morpholino)bicyclo[3.3.1]no... 221 C13H19NO2 1000101-15-7 9
5 Stannane, methyltris(1-methyleth... 264 C1@H24Sn 019411-59-7 9

Abundance Scan 2301 (15.621 min): BF124187.D\data.ms (-2296) (-  m/z 146.90 100.00%

146.9
57.1
105.1 2211
5000
282.1 355..
— —
| [
ol bt _mHH“_WWMHH_ m/z 57.10  69.14%
mlz--> 50 100 150 200 250 300 350
Abundance #129246: [1,4]Diazepane, 1,4-bis-(2-methylpyridin-4-yl)-
135.0
42.0 282.0
5000 — ——
92.0 15.50 16.00
m/z 134.90 61.22%
ol Ly M‘N L \e0 220, |
m/z--> 50 100 150 200 250 300 350
Abundance #88569: 1,3-Bis(trimethylsilyloxy)butane
147.0
73.0 —L A UL
15.50 16.00
5000 m/z 221.10  59.62%
191.0
miz-> 50 100 150 200 250 300 350
Abundance #22447: Pyrido[3,2-d]pyrimidin-4-ol
147.0 15.50 16.00
m/z 105.10 55.85%
5000 92.0
38.0
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124187.D

Acqg On : 8 Jun 2021 19:03
Operator : JU/CG

Sample : M2598-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Hexacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.968 4.93 ng 57527 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 53
2 Heneicosane 296 C21H44 000629-94-7 50
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 50
4 Heptadecane 240 C17H36 000629-78-7 50
5 Pentadecane, 2-methyl- 226 C16H34 001560-93-6 50

Abundance Scan 2360 (15.968 min): BF124187.D\data.ms (-2354) (- m/z 57.05 100.00%

57.0
5000

113.1 —
‘ ‘ | ‘ 161.0209.2 266.4 3412  416. 16.00
0 HH”_“M“J‘“J‘m‘mH“‘MH‘J‘MHWH‘WH_M m/z 43.00  68.56%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 17
16.00
m/z 71.10 55.58%
13.0
0 I ‘\ “ u‘\ \‘\ | J i 1]7690\2125.0. 295.0 3660
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane

b

T
16.00

5000 m/z 85.10 41.86%
13.0
20 ||\ 1000 2250 2060
miz—> 0 50 100 150 200 250 300 350 400 MWW
Abundance #141431: Eicosane, 10-methyl- —
57.0 16.00
m/z 69.00 24.97%
5000
154.0
ol imo0” | 2110 2s10 .
m/z--> 0 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124187.D

Acqg On : 8 Jun 2021 19:03
Operator : JU/CG

Sample : M2598-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 unknownl6.245 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.245 4.00 ng 46697 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Furancarboxamide, tetrahydro-N... 245 C15H19NO2 1000350-24-2 10
2 1,5-Bis(pentamethyldisilyloxy)pe... 364 C15H4802Si4 1000216-99-4 10
3 1-(2-Methyl-propenyl)-indan-2-yl... 187 C13H17N 1000187-73-1 9
4 2,3,4-Trifluoroaniline 147 C6HAF3N 003862-73-5 9
5 (3-Methoxyphenyl)acetonitrile 147 C9HSNO 019924-43-7 9
Abundance Scan 2407 (16.245 min): BF124187.D\data.ms (-2403) (- m/z 147.20 100.00%
43.0 147.2
104.9
5000 213.1
381.3
2754 L — L
AL || o
o4 H_m“m_m_m‘ m/z 43.05 85.68%
miz--> 50 100 150 200 250 300 350
Abundance #98219: 2-Furancarboxamide, tetrahydro-N-(5,6,7,8-tetra
71.0
5000 — —
147.0 16.00 16.50
2450 m/z 71.25 85.05%
“ | ‘ 189.0
O T }\‘\H““‘ \ “\h“\““‘ “‘ T \H\ ‘\ ‘ L \“ L ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #192832: 1,5-Bis(pentamethyldisilyloxy)pentane
73.0 147.0 WW
oo ch
16.00 16.50
5000 m/z 57.10 78.61%
205.0
‘ ‘ ‘ ‘ 263.0
miz--> 50 100 150 200 250 300 350
Abundance #51049: 1-(2-Methyl-propenyl)-indan-2-ylamine —— ——
71.0 16.00 16.50
m/z 54.95 70.56%
5000 144.0
187.0
30.0 H ‘
O\H““HH‘H‘\‘\H"M‘hh““”"”\‘\‘HH‘HH‘HH‘HH — ——
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124187.D

Acqg On : 8 Jun 2021 19:03
Operator : JU/CG

Sample : M2598-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 unknownl6.480 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.480 3.10 ng 36192 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 38
2 Oxalic acid, 6-ethyloct-3-yl iso... 286 C1l6H3004 1000309-34-1 37
3 Oxalic acid, butyl 6-ethyloct-3-... 286 C1l6H3004 1000309-34-2 37
4 Heptane, 2,3-epoxy- 114 C7H140 014925-96-3 25
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 17

Abundance Scan 2447 (16.480 min): BF124187.D\data.ms (-2441) (-, m/z 71.05 100.00%

71.0
110.9
5000 281.0
151.2 1934 355. —
L | | P
om_w‘m : “‘ m/z 57.00  94.31%
mlz--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57.0
5000 LR
16.50
990 154.0 m/z 85.20  89.54%
O T “‘\ ‘\‘ ‘ T H“ ‘H‘ “ \H \“\ T “\ L ‘ L ‘2\67\.(\) T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance  #132800: Oxalic acid, 6-ethyloct-3-yl isobutyl ester
57.0 W
— |
16.50
5000 ITI/Z 55.10 59.08%
111.0
ot L b urotso
Miz--> 50 100 150 200 250 300 350
Abundance #132773: Oxalic acid, butyl 6-ethyloct-3-yl ester e
57.0 16.50
m/z 84.90 57.01%
5000
111.0
A e T R —H L
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124187.D

Acqg On : 8 Jun 2021 19:03
Operator : JU/CG

Sample : M2598-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 14 unknownl7.086 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.086 3.16 ng 36863 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 1,1'-oxybis- 298 C20H420 002456-28-2 38
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 38
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 32
4 Undecane 156 C11H24 001120-21-4 32
5 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 25

Abundance Scan 2550 (17.086 min): BF124187.D\data.ms (-2546) (1 m/z 57.10 100.00%
57.1

5000 WMMMW
99.1 T 1
‘ 1532 193.0 267.0 17.00
oLy | “‘”‘ “J“““‘H“W - d s wz 8s.e8 43.58%
m/z--> 50 100 150 200 250
Abundance #143259: Decane, 1,1'-oxybis-
57.0
5000 ﬁ¢MWUmW“A ‘ \
17.00
112.0 m/z 42.90 42.45%
015-0“‘ Lil ‘H‘ | || 1710 2130 2550 2064
T T T T [ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #38335: Undecane, 3-methyl-
57.0
T T \
17.00
5000 m/z 71.10 38.05%
99.0
0 200 0 e
m/z--> 50 100 150 200 250
Abundance #38344: Decane, 3,8-dimethyl- T ‘
57.0 17.00
m/z 56.00 27.19%
5000
\ 113.0
AN 0T N X —
m/z--> 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124187.D

Acqg On : 8 Jun 2021 19:03
Operator : JU/CG

Sample : M2598-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 15 unknownl7.792 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.792 2.17 ng 25278 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 16
2 5,9-Dimethyl-2-(1-methylethylide... 224 C15H280 069239-72-1 12
3 Carbonic acid, isobutyl pentadec... 328 C20H4003 1000314-61-2 10
4 Carbonic acid, hexadecyl isobuty... 342 C21H4203 1000314-61-3 10
5 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 10

Abundance Scan 2670 (17.792 min): BF124187.D\data.ms (-2663) (- m/z 57.00 100.00%
57.0

5000

13 1 209.3 280.¢ e —
‘ ‘ 17.50 18.00
|

MH‘_H"HWH‘WHJwW“‘HH_‘H_‘L_H‘_HW‘HWH‘WH m/z 43.05  69.49%
miz—> 20 40 60 80 100120140160 180200220 240260280

Abundance  #200449: Sulfurous acid, octadecyl 2-propyl ester

o

43.0
71.0
5000 e —
17.50 18.00
1110 m/z 84.98  47.80%
ol | ‘ HH \‘ m ‘\ ‘14101690 22402530
’\\\\‘\\\f‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #81203: 5,9-Dimethyl-2-(1-methylethylidene)-1-cyclodece
43.0
- o
17.50 18.00
5000 m/z 40.90 45.85%

109 0
163.0 209.0

O+l “ | MH‘ ““\“ . ‘MH‘ “\h il ‘\ | \‘ |

m/z--> 20 40 60 80 100120 140 160180200220240260280

Abundance  #167796: Carbonic acid, isobutyl pentadecyl ester —— ——
57.0 17.50 18.00

m/z 56.10  45.20%

5000

wo || || #mniypmonso

Ot ‘\m‘\m‘uu‘\“‘uWm‘mWm‘u”\Wm‘mwmwu

m/z--> 20 40 60 80 100120140160180200220240 260280 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124187.D

Acqg On : 8 Jun 2021 19:03
Operator : JU/CG

Sample : M2598-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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... 2.157 50.6 ng 654059 1 6.857 258310 20.0
Cyclotrisiloxan... 4.740 3.2 ng 41139 1 6.857 258310 20.0
Oxirane, [(1-me... 5.087 2.1 ng 26859 1 6.857 258310 20.0
unknown13.868 13.868 2.2 ng 26708 5 14.027 239754 20.0
unknownl14.180 14.180 3.0 ng 36436 5 14.027 239754 20.0
17-Pentatriacon... 14.798 4.0 ng 46281 6 15.509 233376 20.0
6,6-Diethylhoct... 15.145 3.2 ng 37172 6 15.509 233376 20.0
(1-Cyclopenteny... 15.380 2.9 ng 33330 6 15.509 233376 20.0
unknown15.621 15.621 2.6 ng 30099 6 15.509 233376 20.0
Hexacosane 15.968 4.9 ng 57527 6 15.509 233376 20.0
unknown16.245 16.245 4.0 ng 46697 6 15.509 233376 20.0
unknown16.480 16.480 3.1 ng 36192 6 15.509 233376 20.0
unknownl7.086 17.086 3.2 ng 36863 6 15.509 233376 20.0
unknownl7.792 17.792 2.2 ng 25278 6 15.509 233376 20.0
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