LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53834.D

Acqg On : 6 Jun 2022 18:23

Operator : CG/JU

Sample : N3143-03 :

Misc : 20220425-AMENDED-COMP-E

ALS Vvial : 12 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_ G\Methods\8270-BG060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53834.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.592 198 205 214 rBV 32036 56953 3.10% 0.693%
2 5.191 300 307 319 rVB 494045 812409 44.29% 9.888%
3 5.655 380 386 395 rVB 128685 217095 11.84%  2.642%
4 7.242 648 656 664 rBV 198868 356247 19.42%  4.336%
5 8.094 793 801 807 rBV 90814 162565 8.86% 1.979%

6 9.245 990 997 1007 rVB 227849 430415 23.46% 5
7 9.610 1052 1059 1066 rBv2 14892 29735 1.62% ©.362%
8 10.896 1268 1278 1285 rBV 127052 244740 13.34% 2
9

979%

13.340 1687 1694 1704 rBV 707032 1168348 63.69% 14.221%

10 13.517 1718 1724 1732 rBV6 13150 30535 1.66% ©.372%
11 13.740 1755 1762 1770 rBV2 19771 40093 2.19% ©.488%
12 14.145 1826 1831 1837 rBV3 39643 60567 3.30% 0.737%
13 14.257 1846 1850 1856 rBVS5 9639 19170 1.e5% 0.233%
14 14.469 1881 1886 1891 rBV6 13350 26112 1.42% ©.318%
15 14.551 1896 1900 1906 rVB2 32461 50710 2.76% ©.617%
16 14.610 1906 1910 1919 rBV6 12611 27499 1.50% 0.335%
17 14.709 1919 1927 1935 rBV 217023 386320 21.06% 4.702%
18 15.509 2058 2063 2068 rVB3 22182 36188 1.97% ©.440%
19 16.196 2174 2180 2187 rBV 157501 272196 14.84%  3.313%
20 17.201 2347 2351 2360 rBv4 35974 68313 3.72% 0.831%
21 17.453 2388 2394 2399 rBV 285408 457786 24.96% 5.572%
22 17.494 2399 2401 2406 rVB 28427 34766 1.90% 0.423%
23 19.357 2715 2718 2725 rVB2 17284 26265 1.43% 0.320%
24 19.504 2739 2743 2748 rVB 63656 93629 5.10% 1.140%
25 19.862 2801 2804 2810 rVB 57270 90017 4.91% 1.096%

26 20.062 2832 2838 2845 rBV 1357344 1834293 100.00% 22.
27 21.372 3057 3061 3076 rVB2 92471 165746 9.04%
28 21.731 3115 3122 3128 rBV 302124 557491 30.39%
29 24.997 3670 3678 3690 rVB3 159866 459689 25.06%
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Sum of corrected areas: 8215892
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53834.D

Acqg On : 6 Jun 2022 18:23

Operator : CG/JU

Sample : N3143-03 :

Misc : 20220425-AMENDED-COMP-E

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053834.D\data.ms
1400000

1200000
1000000
800000

600000
5.191

400000

7.242 9.245

200000
5.655 8.094 10.896

4,592 9.610
0 N
‘ T T 17 ‘ L ‘ T 1T ‘ T 1T ‘ T T 1T ‘ T 1T ‘ T 1T ‘ 1T ‘ L ‘ T T T ‘ L ‘ L ‘ T T T ‘ T 1T ‘ L ‘ T T ‘ T T 17T ‘ T T 1T ‘ T T T T T

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG053834.D\data.ms
1400000 20.p62

1200000
1000000
800000 13.340

600000

21.731

400000

200000

O L e e e LA e A e e LA e LAy e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG053834.D\data.ms
1400000

1200000

1000000

800000

600000

400000

24.997
200000

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
BGO53834.D
6 Jun 2022 18:23

: CG/IU
: N3143-03

: 12 Sample Multiplier: 1

20220425-AMENDED-COMP-E

d : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion 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

4.592

Hit# of 5

enten
enten

1 3-Penten-2-one, 4-methyl-

Concentration Rank 2

EstConc Area Relative to ISTD R.T.
7.01 ng 56953 1,4-Dichlorobenzene-d4 8.094
Tentative ID MW MolForm CASH# Qual
-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2-one 98 C6H100 000763-93-9 86
e, 2,4-dimethyl- 98 C7H14 000625-65-0 80
e, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 72
e, 3,4-dimethyl- 98 C7H14 024910-63-2 72

-Penten

Abundance Scan 205 (4.592 min): BG053834.D\data.ms (-198) (-)

m/z 83.10 100.00%

4.20 4.40 4.60 4.80 5.00

m/z 55.10  92.38%

4.20 4.40 4.60 4.80 5.00

m/z 43.10  38.88%

4.20 4.40 4.60 4.80 5.00

m/z 98.10  35.26%

4.20 4.40 4.60 4.80 5.00

m/z 39.10 27.33%

| 1 |

55.1 83.1
5000 231 8.1
0 H“H‘“H“_"HU"ﬁJeM“H“H‘H,m“W“q“‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 43.0
29.0 98.0
Ly H‘ | 67.0 | .
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
55.0
43.0
5000
29.0
98.0
69.0
O Frr T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3784: 2-Pentene, 2,4-dimethyl-
83.0
55.0
41.0
5000
27.0 98.0
15.0 ‘ 67.0
0 m‘H‘H‘Hu“m:}:MMMm‘u‘Hu,wlu,um,uu
m/z--> 10 20 30 40 50 60 70 80 90 100

4.20 4.40 4.60 4.80 5.00

8270-BGR60222
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53834.D

Acqg On : 6 Jun 2022 18:23

Operator : CG/JU

Sample : N3143-03 :

Misc : 20220425-AMENDED-COMP-E

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.191 99.95 ng 812409 1,4-Dichlorobenzene-d4 8.094

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 307 (5.191 min): BG053834.D\data.ms (-300) (-) m/z 43.10 100.00%
59.1
5000
1011 (L LA L L B B
‘ 83.1 4.80 5.00 5.20 5.40 5.60
S ) N S m/z 59.10 54.18%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 I L R B
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.10 17.92%
2710 ‘ 83.0
O\\\‘\‘\“\\“‘\\\‘}“\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance
59.0
R A RARRE
4.80 5.00 5.20 5.40 5.60
5000 41.0 m/z 58.05 15.38%
87.0
26.0
R e B o
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T T
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.09%
5000 41.0
0 \H \‘ \‘ 1y ‘ 12\6'0 142.0
-7 R R R n e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53834.D

Acqg On : 6 Jun 2022 18:23

Operator : CG/JU

Sample : N3143-03 :

Misc : 20220425-AMENDED-COMP-E

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 unknown9.610 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.610 2.43 ng 29735 Naphthalene-d8 10.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2,4-Trithiolane 124 C2H4S3 000289-16-7 39
2 1,2-Benzenediol, 4-methyl- 124 C7H802 000452-86-8 7
3 1,2,3-Trithiolane 124 C2H4S3 006669-39-2 7
4 2-(2-Methylvinyl)thiophene 124 C7H8S 023229-68-7 5
5 2-Cyclopropylthiophene 124 C7H8S 029481-22-9 5

Abundance Scan 1059 (9.610 min): BG053834.D\data.ms (-1052) (-) m/z 123.90 100.00%

1238.9
78.0
45.0
5000
60.0 — _—
“ 9.50 10.00
0 ‘_Hww!‘M_‘H_1H_Hu‘}w_m_mww S m/z 78.00  81.59%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11692: 1,2,4-Trithiolane
45.0
78.0 {\
5000 124.0 S e
9.50 10.00
60.0 m/z 45.00 59.70%
0 \‘\2\3{‘0}‘!\\‘\\‘\‘1‘HH‘!H‘H‘\\{‘\‘}\\\\9‘2\.\(\)\‘\\H‘HH‘H‘H‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
78.0 124.0
— —
9.50 10.00
5000 m/z 60.00 24.75%
51.0 106.0
38.0 65.0
| —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11693: 1,2,3-Trithiolane T —
124.0 9.50 10.00
m/z 46.10 22.69%
5000 60.0 96.0
45.0
‘ ‘ 78.0
0“m“HH‘Hlu‘H“‘“mm“H!‘mwml“:‘l'gg‘?qw"H‘HH — ——
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53834.D

Acqg On : 6 Jun 2022 18:23

Operator : CG/JU

Sample : N3143-03 :

Misc : 20220425-AMENDED-COMP-E

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 1,2,4,5-Tetrathiane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.740 2.08 ng 40093  Acenaphthene-d10 14.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2,4,5-Tetrathiane 156 C2H4S4 000291-22-5 91
2 2-Fluoro-5-nitroaniline 156 C6H5FN202 000369-36-8 35
3 4-Fluoro-2-nitroaniline 156 C6H5FN202 000364-78-3 30
4 1,2-Benzenedithiol, 4-methyl- 156 C7H8S2 000496-74-2 27
5 4(1H)-Pyrimidinone, 5-methyl-2-(... 156 C6H8N20S 020651-30-3 27
Abundance Scan 1762 (13.740 min): BG053834.D\data.ms (-1755) (1 m/z 155.90 100.00%
155.9
45.1
109.9
5000
TATSESES I S T
| ‘ 78.0 ‘ 193.1 13.50 14.00
byl M}mU‘m‘M‘_“M\Mm‘m “_m\m‘u,‘ m/z 45.10  66.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33185: 1,2,4,5-Tetrathiane
45.0
156.0
110.0
5000 b ——
13.50 14.00
78.0 m/z 46.00 59.41%
O \\\‘\\\\‘\w\\‘\‘\\1“‘\\\\‘\\‘\\“\\\\‘\\\\“\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
— —
83.0 110.0 13.50 14.00
5000 ' m/z 109.90  56.88%
57.0
30.0
Ot oo b L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 4-Fluoro-2-nitroaniline
156.0 13.50 14.00
83.0 m/z 64.00 26.93%
110.0
5000
57.0
30.0
0 ‘H_:‘ww‘lw‘w1““1»‘\‘:“_:‘m_“mim‘_m_m,‘ —— ——
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53834.D

Acqg On : 6 Jun 2022 18:23

Operator : CG/JU

Sample : N3143-03 :

Misc 20220425-AMENDED-COMP-E

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : 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 5 Silane, chlorodiethylhexyloxy- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.145 3.14 ng 60567  Acenaphthene-di0 14.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, chlorodiethylhexyloxy- 222 C1leH23Closi 1000363-74-4 53
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 49
3 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 38
4 benzoxazole, 5,6-dimethoxy-2-met... 193 C10H11NO3 1000395-98-9 35
5 Toxoflavin 193 C7H7N502 000084-82-2 32

Abundance Scan 1831 (14.145 min): BG053834.D\data.ms (-1826) (- | m/z 193.10 100.00%

198.1
5000 69.1
109.1
VAN

e R
390 ‘ k151.1 14.00 14.50
o JHH‘WH L= “‘ 1 m/z 69.10 49.52%
miz--> 50 100 150 200 250 300
Abundance #100843: Silane, chlorodiethylhexyloxy-
193.0
109.0
5000 — —
14.00 14.50

55.0 ‘ m/z 41.10 42.63%
1
‘ T

il “M\ ‘ ‘\‘m‘ ““ ‘\M @90 e \“ ‘ ‘22‘4‘-0‘ 1
m/z--> 50 100 150 200 250 300
Abundance
193.0

— —
14.00 14.50

5000 55.0 m/z 83.10 39.06%

109.0
149.0
ol Bl e e
miz--> 50 100 150 200 250 300

Abundance #202174: 2-Diethylamino-4-phenylthiooct-2-ene nitrile — —
193.0 14.00 14.50

m/z 55.10  34.15%

5000
137.0
430 g9

j_'_AM\ “\‘HH‘\ M\‘}‘Hm““h \“w‘ HH\ " \i ST TR — T A 30‘2-‘( — —

m/z--> 50 100 150 200 250 300 14.00 14.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\

Data File : BG@53834.D

Acqg On : 6 Jun 2022 18:23
Operator : CG/JU

Sample : N3143-03

Misc

ALS vial : 12  Sample Multiplier: 1

20220425-AMENDED-COMP-E

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M

Quant Title : ASP BNA STANDARDS FOR 5

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

POINT CALIBRATION

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 unknownl4.551

Concentration Rank 6

R.T. EstConc Area Relative to ISTD
14.551 2.63 ng 50710  Acenaphthene-d10
Hit# of 5 Tentative ID MW MolForm

1 Cyclododecanone, 2-methylene-

2 2-Pentanone, 4-cyclohexylidene-3...
3 Silane, chlorodiethylhexyloxy-

4 [1,1'-Biphenyl]-4-acetonitrile

5 4-Cyano-4'-methylbiphenyl

194 C13H220
222 C15H260
222 C1eH23C10Si
193 C14H11N
193 C14H11N

003045-76-9 43
313253-65-5 40
1000363-74-4 32
031603-77-7 22
050670-50-3 22

Abundance Scan 1900 (14.551 min): BG053834.D\data.ms (-1896) (- | m/z 193.10 100.00%
193.1
411 69.1 97.1
5000
123.1
SR A N e
H 152.1 14.50
0 el L m/z 41.16 59.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69266: Cyclododecanone, 2-methylene-
41.0
67.0 950
5000 —
123.0 14.50
’ 194.0 m/z 69.10 59.27%
151.0
015.0 \“H‘\ \ml“‘\‘\‘} \‘\‘\\\‘\\\‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193.0
T
14.50
5000 55.0 m/z 97.10 58.13%
109.0
81.0
29.0
o 137.0 1630 222.0
R R e S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100843: Silane, chlorodiethylhexyloxy- —— ‘
193.0 14.50
83.0 109.0 m/z 55.10 49.84%
5000
55.0
29.0 ‘ ‘ ‘ 135.0
O 23 bbb e o 3630|2220 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50

8270-BGR60222.M Tue Jun 07 16:49:43 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53834.D

Acqg On : 6 Jun 2022 18:23

Operator : CG/JU

Sample : N3143-03 :

Misc : 20220425-AMENDED-COMP-E

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 6-Hydroxy-4,4,7a-trimethyl-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.201 2.98 ng 68313  Phenanthrene-die 17.453
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Hydroxy-4,4,7a-trimethyl-5,6,7... 196 C11H1603 073410-02-3 81
2 Loliolide 196 C11H1603 005989-02-6 81
3 5-Ethylcyclopent-1-ene-1-carboxy... 140 C8H1202 036258-07-8 30
4 Cyclohexanebutanal, 2-methyl-3-o... 182 C11H1802 092485-93-3 25
5 11-Oxa-tricyclo[4.4.1.0(1,6)]und... 168 C10H1602 1000186-25-5 22

Abundance Scan 2351 (17.201 min): BG053834.D\data.ms (-2347) (- | m/z 43.10 100.00%
43.1
111.0

178.0

5000

%

17.00 17.50
m/z 111.00  85.20%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71259: 6-Hydroxy-4,4,7a-trimethyl-5,6,7,7a-tetrahydrobeg

111.0
43.0
5000 178.0 — ——
140.0 17.00 17.50
85.0 m/z 178.00  56.39%
O ‘\\‘\‘\‘\\\\“\\\1‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
111.0
o e
5000 = 178.0 n/z 41.16  51.64%
140.0
81.0
VRN A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance  #21289: 5-Ethylcyclopent-1-ene-1-carboxylic acid — ——
111.0 17.00 17.50

m/z 57.10  42.35%

5000 67.0

140.0
41.0

0 H\ \\‘ Al H‘ M I

\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53834.D

Acqg On : 6 Jun 2022 18:23

Operator : CG/JU

Sample : N3143-03 :

Misc : 20220425-AMENDED-COMP-E

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.372 5.95 ng 165746  Chrysene-di12 21.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 98
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 3061 (21.372 min): BG053834.D\data.ms (-3057) (- | m/z 57.10 100.00%
7.1
97.1
5000
2100 2150
40.1 1910  258.0297.1 ' : :
oM, 1 w‘”\u LI S 2 R 3 ) 4310 93.30%
miz--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
97.0
5000 — ——
21.00 21.50
m/z 83.10 91.68%
0 | “ \‘“‘ M‘ \:‘%\3‘19’0\1\8\2\0‘ ?2\4\0\ T \2\810\0‘ L B
miz--> 50 100 150 200 250 300 350
Abundance
55.0
— ——
21.00 21.50
5000 97.0 m/z 55.18  89.84%
0 139.0 182.0 2230 280.0 JNM
e T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #173730: 9-Eicosene, (E)- — —
57.0 21.00 21.50
m/z 69.10 70.68%
97.0
5000
ol 1L i 01802230 2600
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BGO53834.D

Acqg On : 6 Jun 2022 18:23

Operator : CG/JU

Sample : N3143-03 :

Misc : 20220425-AMENDED-COMP-E

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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|
3-Penten-2-one,... 4.592 7.9 ng 56953 1 8.094 162565 20.0
2-Pentanone, 4-... 5.191 100.0 ng 812409 1 8.094 162565 20.0
unknown9.610 9.610 2.4 ng 29735 2 10.896 244740 20.0
1,2,4,5-Tetrath... 13.740 2.1 ng 40093 3 14.715 386320 20.0
Silane, chlorod... 14.145 3.1 ng 60567 3 14.715 386320 20.0
unknown14.551 14.551 2.6 ng 50710 3 14.715 386320 20.0
6-Hydroxy-4,4,7... 17.201 3.0 ng 68313 4 17.453 457786 20.0
3-Eicosene, (E)- 21.372 6.0 ng 165746 5 21.731 557491 20.0
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