LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc :

ALS Vvial : 14 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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41193.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.969 128 133 139 rVB 53055 72979 1.11% 0.108%
2 5.369 364 371 382 rBV 1847628 2661381 40.38% 3.923%
3 6.757 599 607 613 rBV2 37691 99799 1.51% 0.147%
4 6.975 637 644 660 rBV 1697406 2731573 41.44%  4.026%
5 7.798 778 784 793 rBV 482660 739757 11.22%  1.090%
6 8.975 977 984 999 rBV 1022239 1664810 25.26% 2.454%
7 10.604 1248 1261 1268 rBV 600156 1026216 15.57% 1.513%
8 12.880 1644 1648 1651 rBvV2 46733 73461 1.11% 0.108%
9 12.980 1661 1665 1670 rVB3 59578 83717 1.27% 0.123%
10 13.080 1677 1682 1689 rVB 1966128 2805650 42.56% 4.135%
11 13.222 1702 1706 1710 rBV2 87108 137911 2.09% 0.203%
12 13.863 1811 1815 1820 rVB 369370 474250 7.19% 0.699%
13 13.933 1823 1827 1831 rVB 223882 288878 4.38% 0.426%
14 13.986 1831 1836 1839 rBV 423283 637346 9.67% 0.939%
15 14.016 1839 1841 1845 rVB 156651 175481 2.66% 0.259%

16 14.186 1865 1870 1875 rBV3 375782 676706 10.27%
17 14.280 1881 1886 1892 rVB 620542 954862 14.49%
18 14.351 1895 1898 1903 rVB2 134124 204743 3.11%
19 14.416 1904 1909 1912 rBV2 367935 636320  9.65%
20 14.463 1913 1917 1920 rBV 791130 1317482 19.99%
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21 14.539 1925 1930 1934 rVV3 180714 383706 5.82%
22 14.980 2002 2005 2011 rBV4 249649 420690
23 15.239 2045 2049 2054 rBV2 1199228 1698571 25.77%
24 15.716 2126 2130 2141 rVB 1031058 1617280 24.54%
25 15.963 2169 2172 2178 rVB 1733406 2315927 35.14%
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26 16.204 2207 2213 2217 rBV 4221791 6591489 100.00%
27 17.027 2349 2353 2357 rVB 2375368 3152191 47.82%
28 17.227 2384 2387 2391 rVV 1099451 1305139 19.80%
29 17.268 2391 2394 2399 rVB 1232405 1581756 24.00%
30 19.298 2735 2739 2744 rVB 2570755 3202171 48.58%
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31 19.662 2797 2801 2810 rVB 2295514 3350434 50.83%
32 19.862 2832 2835 2840 rVB 2614281 3115117 47.26%
33 21.333 3082 3085 3091 rVB 696727 809112 12.28%
34 21.415 3095 3099 3105 rVV3 1854463 4365162 66.22%
35 21.462 3105 3107 3116 rVB 1955638 2409394 36.55%
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36 22.021 3200 3202 3206 rVB 554810 575445  8.73%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS Vvial : 14 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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 22.215 3231 3235 3245 rVB3 578074 1101557 16.71% 1.624%
38 23.062 3373 3379 3387 rBV2 1940670 5644577 85.63%  8.320%
39 23.586 3464 3468 3477 rVB 841566 1546791 23.47% 2.280%
40 23.692 3481 3486 3493 rVB 949958 1789232 27.14% 2.637%
41 23.797 3499 3504 3509 rVB 677487 1162142 17.63% 1.713%

42 24,374 3597 3602 3613 rVB 1146882 2243032 34.03% 3.306%

Sum of corrected areas: 67844237
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM041193.D\data.ms
6000000

5000000
4000000
3000000

2000000 5.369 6.975

8.975

1000000 7708 10.604

3.969 6.757

0\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\'ﬁ‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BM041193.D\data.ms
16.204 17.027 19.298
19. 62

6000000
5000000 177,

4000000 15.963

3000000 15.716

15.239

13.080

2000000

1000000

e B e —
Time.> 12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance TIC: BM041193.D\data.ms
6000000

5000000

4000000

21462

3000000

2000000 24.374

1000000

0\ T ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Cyanoethyl acrylate Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.757 2.70 ng 99799 1,4-Dichlorobenzene-d4 7.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyanoethyl acrylate 125 C6H7NO2 007085-85-0 72
2 Pyridazine 80 C4H4AN2 000289-80-5 56
3 6-Methoxytetrazolo(b)pyridazine 151 C5H5N50 027062-50-6 43
4 2,3-Pyrazinedicarboxylic acid 168 C6HAN204 000089-01-0 38
5 1,3-Diazine 80 C4H4N2 000289-95-2 38
Abundance Scan 607 (6.757 min): BM041193.D\data.ms (-599) (-) m/z 80.00 100.00%
80.0
52.0
5000
6.40 6.60 6.80 7.00
1‘%2?.\8"\\\\‘\\\\‘\\\\‘:!-\9%.‘9\\2\\2‘0\.\9 m/.z 52.69 .53.7600
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12323: 2-Cyanoethyl acrylate
80.0
5000 520 L B L B LI B B
6.40 6.60 6.80 7.00
m/z 98.00 36.04%
\\\\‘\\\\“‘\‘\‘\‘\‘\‘\‘\\H\\\1“‘1\]‘-\9-\0’i\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1210: Pyridazine
80.0
 RAEEal S AR
6.40 6.60 6.80 7.00
5000 510 m/z 53.00 22.62%
26.0
|
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28586: 6-Methoxytetrazolo(b)pyridazine e
80.0 6.40 6.60 6.80 7.00
m/z 50.95 11.56%
5000 520
28.0
b a0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.40 6.60 6.80 7.00

8270-BM@72823.M Tue Aug 01 07:27:00 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.222 2.09 ng 137911  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 94
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 52
3 1-(2,2,6-Trimethylcyclohexyl)hex... 226 C15H300 070788-30-6 43
4 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 27
5 Acetylene, 1-(2-aminophenyl)-2-p... 193 C14H11N 1000380-73-4 22

Abundance Scan 1706 (13.222 min): BM041193.D\data.ms (-1702) (- m/z 193.05 100.00%
1

193
69.0 g50 123.0
5000 41.0

Jor
159.0 13.00 13.50

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0

5000 69.0 95.0

—
13.00 13.50
m/z 123.00 60.22%

151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0

—
13.00 13.50
5000 55.0 m/z 95.00 58.75%

109.0
81.0
=0 |l
137.0
b Ll 30 | 22
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance  #107169: 1-(2,2,6-Trimethylcyclohexyl)hexan-3-ol —
23.0 13.00 13.50

580 950
m/z 55.08 57.35%

193.0
5000
29.0 H 152.0

T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknownl13.863 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.863 7.20 ng 474250  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 38
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 37
4 4H-1,3,2-Dioxaborin, 4-ethenyl-2... 208 C12H21B02 074630-04-9 32
5 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 25
Abundance Scan 1815 (13.863 min): BM041193.D\data.ms (-1811) (- | m/z 193.10 100.00%
198.1
69.0
5000 41.0 950 1231
= T
| ‘ ‘ 510 13.50 14.00
Y N— m‘uMwh“lmum:_ww_m m/z 69.00 57.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — —
13.50 14.00
m/z 41.00 43.71%
‘ ‘ 151.0
\\\‘\\\\‘\\\‘\‘\ \\“}\\‘!‘\‘\‘\\‘!\\\“\\‘}\‘\\\\“\\{‘\‘\!\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
P e
123.0 13.50 14.00
5000 m/z 83.05 42 .69%
150.0
95.0
17.0 %9 690 o |
R R T A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe — ——
123.0 193.0 13.50 14.00
m/z 123.05 40.83%
41.0
1650 ‘W‘!m — —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

8270-BM@72823.M Tue Aug 01 07:27:03 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Decane, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.933 4.39 ng 288878  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 72
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
3 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 59
4 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 58
5 Hexadecane 226 C16H34 000544-76-3 58

Abundance Scan 1827 (13.933 min): BM041193.D\data.ms (-1823) (- m/z 57.00 100.00%
57.0

5000 85.1 MN\MW
191 1400
141.1 .
183.2
‘_HJ“m!_‘a“‘WH‘Hm,"1“‘wmi‘”H‘,w_wz‘l“l?_‘ m/z 71.10  97.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33088: Decane, 2-methyl-
43.0
5000 71.0 T
14.00
m/z 43.00 82.76%
113.0
\‘\‘\‘\\“\\\‘!“\\‘M\‘w‘\\\"\\\‘\‘\\}\4“]-\-\0\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
——
14.00
5000 m/z 85.10  45.02%
29.0 H 98.0
SIS I I A .7 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester e
43.0 14.00
m/z 41.00 42.97%
5000 710
,1250154,018202170 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 2,6-Di-tert-butyl-4-hydroxy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.086 9.8 ng 637346 Acenaphthene-d16 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual

6-Di-tert-butyl-4-hydroxy-4-me... 236 C15H2402 010396-80-2 93
tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 50
enol, 3-(1,1-dimethylethyl)-4-... 180 C11H1602 000088-32-4 46
,5'-Dimethoxyacetophenone 180 C10H1203 039151-19-4 45
',4"'-Dimethoxyacetophenone 180 C10H1203 000829-20-9 38

uipHh wWN R
N W T WwWN
-1 -

Abundance Scan 1836 (13.986 min): BM041193.D\data.ms (-1831) (- | m/z 57.00 100.00%
57.0 165.0
5000 137.0 193.1
95.0
P
| 2211 14.00
EN— wu“\w ! m/z 165.00  97.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #118681: 2,6-Di-tert-butyl-4-hydroxy-4-methylcyclohexa-:
57.0 165.0
5000 T
137.0 14.00
290 910 ‘ 193.0221,0 m/z 41.00 62.88%
o HA\\MW\‘NHWJM\\MM\CMM‘MMMJﬁWLNM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54685: 3-tert-Butyl-4-hydroxyanisole
165.0
P
14.00
5000 137.0 m/z 43.00 55.49%
41.0 91.0
:\Lﬁ"o\‘h \“‘u \‘1‘\6‘?(9\““ ek AT RN M A \‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #54728: Phenol, 3-(1,1-dimethylethyl)-4-methoxy- ——
165.0 14.00
m/z 180.10 51.71%
137.0
5000
770 107.0
39.0 ‘ ‘
et bbbt el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Silane, dodecyltriethoxy- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.016 2.66 ng 175481  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, dodecyltriethoxy- 332 C18H4003Si1 018536-91-9 53
2 Octadecyltriethoxysilane 416 C24H5203Si1 007399-00-0 53
3 Silane, triethoxypentyl- 234 C11H2603Si 002761-24-2 45
4 n-Hexyltriethoxysilane 248 C12H2803Si 018166-37-5 45
5 Benzoic acid, 2-methoxy-4-methyl... 225 C10H11NO5 024279-20-7 39
Abundance Scan 1841 (14.016 min): BM041193.D\data.ms (-1839) (- | m/z 163.00 100.00%
163.0
5000
119.0
63.0 14 00

el 2811 2809 0 199 00 21.80%

miz--> 50 100 150 200 250 300
Abundance #239161: Silane, dodecyltriethoxy-
163.0

5000
1400
m/z 164.00 11.00%
119.0
430 790 | | 201.0 241.0 287.0 332,
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
mi/z--> 50 100 150 200 250 300
Abundance #311454: Octadecyltriethoxysilane
163.0
1 T \
14.00
5000 m/Z 141.00 10.38%

119.0
43.0
190 ] 2010 325.0
I B e e e L o e e B
m/z--> 50 100 150 200 250 300
Abundance . Si i

#115588: Silane, triethoxypentyl-
163.0 1400

m/z 156.00 9.20%

5000
119.0
290 79.0
Ll 2340 A

m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 unknownl4.280 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.280 14.50 ng 954862  Acenaphthene-di1e 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 25
2 3-Tetradecyn-1-o0l 210 C14H260 055182-74-6 22
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 22
4 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 18
5 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 15
Abundance Scan 1886 (14.280 min): BM041193.D\data.ms (-1881) ({ m/z 193.10 100.00%
193.1
69.0
5000 09.0
0 14.00 14:50
152.0 . :
ol U‘ M “ w”‘ A LS L 2eal 2808 0 69 08 68.93%
miz-> 50 100 150 200 250
Abundance #19511: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-
550 95.0
5000 —r ——
14.00 14.50
m/z 97.10 60.71%
1\5\0“\ U‘ i““\‘u‘ \‘H‘ h \‘1\38\?\ L B B B B B B
miz--> 50 100 150 200 250
Abundance #87545: 3-Tetradecyn-1-0
41.0
—— —
14.00 14.50
5000 m/z 41.00 60.33%
09.0
HH “‘1390 181.0210.0
-k ‘ e T lmamana
miz--> 100 150 200 250
Abundance #67695.1{p—FMorophenW)A—Mpendone T —
193.0 14.00 14.50
m/z 55.00 56.58%
123.0
5000
S Lﬁso | -
m/z--> 50 100 150 200 250 14.00 14.50

8270-BM@72823.M Tue Aug 01 07:27:07 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 2,5,5,6,8a-Pentamethyl-tran... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.351 3.11 ng 204743  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,5,5,6,8a-Pentamethyl-trans-4a,... 208 C14H240 1000215-77-8 62
2 Bicyclo[3.1.1]heptane-2-carboxal... 152 C1@H160 004764-14-1 45
3 2,5,5,6,1a-Pentamethyl-cis-1a,4a... 208 C14H240 1010215-77-9 43
4 3,3,5,5-tetramethylcyclohexene 138 C10H18 1000510-60-7 35
5 Butanoic acid, 3-methyl-, 3,7-di... 240 C15H2802 068922-10-1 35
Abundance Scan 1898 (14.351 min): BM041193.D\data.ms (-1895) (- | m/z 123.00 100.00%
128.0
55.0
5000 82.0
193.1
— ——
152.0 2991 14.00 14.50
: m/z 55.00 66.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85284: 2,5,5,6,8a-Pentamethyl-trans-4a,5,6,7,8,8a-hexe
43.0 123.0
5000 208.0 — T
81.0 14.00 14.50
‘150.0 50 m/z 41.00 62.52%
\‘\\\\‘w\\‘}“\“i“\\‘ \\“H‘\‘\“‘\\‘\‘\\‘1‘\\‘\‘\‘\1‘\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29392: Bicyclo[3.1.1]heptane-2-carboxaldehyde, 6,6-din
41.0
69.0
— ——
14.00 14.50
5000 123.0 m/z 69.00 59.84%
950 152.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85282: 2,5,5,6,1a-Pentamethyl-cis-1a,4a,5,6,7,8-hexah — ——
1238.0 14.00 14.50
m/z 57.00 56.85%
so00, 430
96.0
71.0 208.0
‘ ‘ ‘1510
N Y O i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

8270-BM@72823.M Tue Aug 01 07:27:09 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26

Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 2,6-Naphthalenedione, octah... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.539 5.82 ng 383706  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-17-5 64
2 Benzamide, 4-fluoro-N-pentyl- 209 C12H16FNO 1000407-31-8 38
3 6-Fluoroisobenzofuran-1(3H)-one 152 C8H5F02 023932-84-5 38
4 Acetaldehyde, (phenylthio)- 152 C8H80S 066303-55-7 38
5 5-Fluoroisobenzofuran-1(3H)-one 152 C8H5F02 000700-85-6 38

Abundance Scan 1930 (14.539 min): BM041193.D\data.ms (-1925) (- | m/z 123.10 100.00%
123.1
5000 69.0 153.0 AM\/\/LJMW
T \
‘ ‘ 208.1 14.50
H‘HHH‘H“M‘\‘M\‘\m‘\\‘\‘\ \h\‘u‘“\‘\\‘H“\‘\’\”wH‘M‘\‘\‘\‘!H‘HH‘HH‘\%?‘O\.\E m/Z 69.00 59.7200
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85128: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth
123.0
208.0
5000 —— :
69.0 14.50
152.0 m/z 55.00 48.75%
\\‘\‘\‘\\“‘\\\L”‘\‘\“H“MH\‘\“}“\‘!H‘\\“”HM\‘H‘!\’\\\\‘\\\\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #86221: Benzamide, 4-fluoro-N-pentyl-
1238.0
T \
14.50
5000 m/z 153.00 42 .84%
152.0
Sl T O
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29930: 6-Fluoroisobenzofuran-1(3H)-one T ‘
123.0 14.50
m/z 41.00 37.93%
5000
152.0
75.0
2 SUUVUS PO T —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50

8270-BM@72823.M Tue Aug 01 07:27:10 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknownl4.980 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.980 6.39 ng 420690  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 47
2 Cyclohexane, octadecyl- 336 C24H48 004445-06-1 47
3 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 43
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 38
5 Cyclohexane, hexyl- 168 C12H24 004292-75-5 38
Abundance Scan 2005 (14.980 min): BM041193.D\data.ms (-2002) (- | m/z 83.00 100.00%
83.0
41.0 133.0
5000 ’
——
mﬂ 204.1 15.00
A ol 079 2810 p; 5500 80.09%
miz--> 50 100 150 200 250 300
Abundance #20727: Cyclohexane, (2-methylpropyl)-
55.0
5000 1
97.0 15.00
140.0 m/z 82.00 69.17%
miz--> 50 100 150 200 250 300
Abundance #244238: Cyclohexane, octadecyl-
83.0
——
15.00
5000 m/z 133.00 58.97%
43.
‘ M ‘\ LM | | 1250 1670 252.0 336.(
e
m/iz--> 50 100 150 200 250 300
Abundance #102198: Cyclohexane, 1,1'-(1,4-butanediyl)bis- —
83.0 15.00
m/z 41.00 50.85%
5000
41.0
‘ 139.0
L2220 -
mlz--> 50 100 150 200 250 300 15.00

8270-BM@72823.M Tue Aug 01 07:27:11 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 unknownl5.239 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.239 25.79 ng 1698570  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glyoxal monoxime, 2-(4-fluorophe... 167 C8H6FNO2 017628-74-9 43
2 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 43
3 4-Fluorobenzoic acid, pentafluor... 306 C13H4F602 1000355-67-4 38
4 3-Fluorobenzoic acid, 3,5-difluo... 252 C13H7F302 1000299-05-4 38
5 1-Butanone, 4-chloro-1-(4-fluoro... 200 C1@H10C1FO 003874-54-2 38

Abundance Scan 2049 (15.239 min): BM041193.D\data.ms (-2045) (- m/z 123.05 100.00%

128.1
5000 69.0
41.0 173.1
207.2

et W Wbl gl L2481 28050 s 69,00 47.18%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #42671: Glyoxal monoxime, 2-(4-fluorophenyl)-
123.0

o

95.0
5000 — —
15.00 15.50
167.0 m/z 81.00  39.82%
50.0
’\\\\“‘l\h\f“”\i‘\u‘\\f‘}“\\\\‘f‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84687: 3-Fluorobenzoic acid, 3-methylbut-2-enyl ester
1238.0
—r —
68.0 15.00 15.50 ;
5000 m/z 55.00  39.37%

390, H‘ | ‘ 1630 2080 W
e Ly 1630 2080
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #206240: 4-Fluorobenzoic acid, pentafluorophenyl ester T
1238.0 15.00 15.50
m/z 109.10 38.62%

- T /ML/\AJ\W

500 | 155.0183.0

T ‘
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50

8270-BM@72823.M Tue Aug 01 07:27:12 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26

Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Pentadecane, 2,6,10-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.716  24.55 ng 1617280  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 94
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 78
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 70
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64
5 5,5-Dibutylnonane 240 C17H36 006008-17-9 64

Abundance Scan 2130 (15.716 min): BM041193.D\data.ms (-2126) (- | m/z 57.05 100.00%
57.0
5000 VL}\\#Jvﬂﬁ
‘ ‘99 1550  16.00
' 169.1 . :
I ‘Hu L {1 139.1799-% 2052 2392 m/z 71.10  58.27%
miz--> 50 100 150 200 250
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 — —
15.50 16.00
m/z 43.00 47 .54%
27,0 99.0
i “ | | 2410 1830 239.0
T T T T ‘ T \ T T T T T T ‘ T \ \ T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
o o
15.50 16.00
5000 m/z 85.10 27.32%
1130
27l0 H 183.0
miz-> 50 100 150 200 250
Abundance #90203: Dodecane, 2,6,11-trimethyl- — —
57.0 15.50 16.00
m/z 41.00 24.67%
99.0
27.0
Al b Ay 1890 2120 I
miz--> 50 100 150 200 250 15.50 16.00

8270-BM@72823.M Tue Aug 01 07:27:13 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Hexadecane, 2,6,10-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

16.204 101.01 ng 6591490  Phenanthrene-die 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 93
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 87
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 74
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 74

Abundance Scan 2213 (16.204 min): BM041193.D\data.ms (-2207) (- | m/z 57.10 100.00%

57.1
5000
85.1

113.1 B R

183.1 16.00 16.50
141.0 215.2244.2 280.¢ o
Muumuw‘ﬁwm‘muw‘uu_‘H_‘H_H‘_HW‘HWH‘WHH‘H m/z 71.10  90.58%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158619: Hexadecane, 2,6,10-trimethyl-
57.0

o

5000 = ———
16.00 16.50
85.0 -
1138.0 183.0 m/z 43.00 57.68%
L H H\\A\ F , 1550 \‘ 225.0253.0
’\H\‘HH‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74023: Dodecane, 4,6-dimethyl-
57.0
—— —
16.00 16.50
5000 ITI/Z 85.10 34.32%
20.0 85.0
113.0
Al T 15501830
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- —— —
57.0 16.00 16.50

m/z 41.00 26.60%

5000
85.0
29.0 113.0

L h | | | (410 18305170 2530282

T T
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50

8270-BM@72823.M Tue Aug 01 07:27:14 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.027 48.30 ng 3152190  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
5 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 86
Abundance Scan 2353 (17.027 min): BM041193.D\data.ms (-2349) (- | m/z 57.10 100.00%
57.1
5000 J\quﬂxﬂ\ﬁA\,RApﬁﬂAﬁ/
17.00 |
41. 0 183 1 :
ol b il “ “ JAEOTRT 22020670 385 L. 7110 88.71%
miz--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane
57.0
5000 —— :
17.00
9.0 m/z 43.10 49.55%
226.0
1:5‘(1‘ \‘ “\ ‘\‘ \H‘\“‘ \“‘\“\4%“0\]‘\-8\3\0‘ T \‘\ T ‘ T T T ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
T
17.00
5000 m/z 85.10 48.08%
9.0
“ L H‘ h‘ h‘ J 1410 1830 225.0 267.0 338.0
L i
m/z--> 50 100 150 200 250 300 350
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- —— ‘
57.0 17.00
m/z 41.00 26.08%
2000 JM/\N
LT e asse .
mlz--> 50 100 150 200 250 300 350 17.00

8270-BM@72823.M Tue Aug 01 07:27:15 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.021 2.64 ng 575445  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 2-Methyltetracosane 352 C25H52 001560-78-7 90
Abundance Scan 3202 (22.021 min): BM041193.D\data.ms (-3200) (- | m/z 57.05 100.00%
57.0
5000 JL
‘ 113.1 22.00 |
""169.1 255.1 | .
otk ’ «‘u\hwh At o0 40104610 5340 Ty/y 71,10 77.28%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
5000 — :
22.00
m/z 43.00 63.69%
1{[3.0
\“\ { T \“lw \“‘\“‘ \I‘\J\ {\J’-‘6\“\9\‘9“2f2\5\\0‘\2\8\‘2\?\ T T T I T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl-
57.0
22.00
5000 m/z 85.10 53.94%
113.0 239.0
AT 00 P 0n0ss20
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #345481: Dotriacontane, 1-iodo- ——
57.0 22.00
m/z 41.00 24.16%
w A\NJ/\‘W
113.0
L1 18902250 99503510 4490
A S e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00

8270-BM@72823.M Tue Aug 01 07:27:18 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 1,1'-Biphenyl, 5,2',3',4'-t... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.215 5.05 ng 1101560  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 5,2',3"',4'-tetram... 274 C16H1804 119101-30-3 53
2 Naphthalene, 2-(phenylmethyl)- 218 C17H14 000613-59-2 49
3 1H-Cyclopenta[l]phenanthrene, 2,... 218 C17H14 000723-98-8 43
4 Eseroline, 3a-desmethyl-5-0-methyl- 218 C13H18N20 1000124-27-4 38
5 2,4-Diethoxyquinazoline 218 C12H14N202 000611-65-4 38
Abundance Scan 3235 (22.215 min): BM041193.D\data.ms (-3231) (- | m/z 218.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 17 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.586 26.62 ng 1546790  Perylene-di12 23.797
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Perylene 252 C20H12 000198-55-0 97
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
5 Benzo[a]pyrene 252 C20H12 000050-32-8 95
Abundance Scan 3468 (23.586 min): BM041193.D\data.ms (-3464) (- | m/z 252.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 18 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.374  38.60 ng 2243030  Perylene-d12 23.797
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3602 (24.374 min): BM041193.D\data.ms (-3597) (- | m/z 57.10 100.00%
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57.0
5000 = T
24.00 24.50
m/z 43.00 57.49%
113.0 239.0
\\"\‘\\‘\“\J\J\\J‘-\G\g\o\‘\\\l\‘\\2\9\4‘9\:\3\5‘2\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298428: Eicosane, 9-octyl-
43.
— ——
24.00 24.50
5000 m/z 85.10 55.80%
281.0
I 1 11151510.211 0 | 33603920
R o T e e REmmmmaE
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane _— T
57.0 24.00 24.50
m/z 55.00 22.69%
- JJL
113.0
“w“u“u“u““‘w“u“u“u“_“w“u“ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 24.00 24.50

8270-BM@72823.M Tue Aug 01 07:27:22 2023 Page: 21



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41193.D

Acqg On : 31 Jul 2023 17:26
Operator : MA/JU

Sample : 03788-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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|
2-Cyanoethyl ac... 6.757 2.7 ng 99799 1 7.798 739757 20.0
Decahydro-1,1,4... 13.222 2.1 ng 137911 3 14.463 1317480 20.0
unknown13.863 13.863 7.2 ng 474250 3 14.463 1317480 20.0
Decane, 2-methyl- 13.933 4.4 ng 288878 3 14.463 1317480 20.0
2,6-Di-tert-but... 13.986 9.7 ng 637346 3 14.463 1317480 20.0
Silane, dodecyl... 14.016 2.7 ng 175481 3 14.463 1317480 20.0
unknown14.280 14.280 14.5 ng 954862 3 14.463 1317480 20.0
2,5,5,6,8a-Pent... 14.351 3.1 ng 204743 3 14.463 1317480 20.0
2,6-Naphthalene... 14.539 5.8 ng 383706 3 14.463 1317480 20.0
unknown14.980 14.980 6.4 ng 420690 3 14.463 1317480 20.0
unknown15.239 15.239 25.8 ng 1698570 3 14.463 1317480 20.0
Pentadecane, 2,... 15.716 24.6 ng 1617280 3 14.463 1317480 20.0
Hexadecane, 2,6... 16.204 101.0 ng 6591490 4 17.227 1305140 20.0
Hexadecane 17.027 48.3 ng 3152190 4 17.227 1305140 20.0
Eicosane 22.021 2.6 ng 575445 5 21.427 4365160 20.0
1,1'-Biphenyl, ... 22.215 5.0 ng 1101560 5 21.427 4365160 20.0
Benzo[e]pyrene 23.586 26.6 ng 1546790 6 23.797 1162140 20.0
Heptadecane, 9-... 24.374 38.6 ng 2243030 6 23.797 1162140 20.0
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