LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128654.D

Acqg On : 02 Jun 2022 23:10

Operator : CG\JU

Sample : N3099-03 :

Misc : 20220426-AMENDED-COMPOSITE-F

ALS Vvial : 10 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128654.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.416 355 362 365 rBV 1671626 1923047 24.10% 9.151%
2 5.081 458 475 478 rBV 3283585 7978527 100.00% 37.965%
3 6.504 714 717 724 rVB 144143 127651 1.60% 0.607%
4 6.822 767 771 774 rBV 781847 653658 8.19%  3.110%
5 7.387 859 867 870 rBV 1554570 1437950 18.02% 6.842%

8.104 984 989 992 rBV 986137 824312 10.33%
9.181 1167 1172 1176 rVB 2338780 2158094 27.05% 1
9.863 1284 1288 1291 rVB 1162285 937348 11.75%
10.775 1440 1443 1450 rBV2 104676 99957 1.25%
10 11.222 1514 1519 1522 rBV4 84333 140904 1.77%
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11 11.351 1537 1541 1543 rBV 1148214 962977 12.07%
12 12.569 1745 1748 1752 rVB 159187 131354 1.65%
13 12.792 1781 1786 1789 rBV 122191 115332 1.45%
14 12.939 1807 1811 1814 rBV 2315965 2005124 25.13%
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15 13.992 1985 1990 1993 rBV 744488 727239  9.11% 460%
16 14.086 2001 2006 2010 rBV 173397 201346  2.52% ©.958%
17 15.027 2163 2166 2176 rVB 45144 93829 1.18% 0.446%

18 15.457 2234 2239 2243 rBV 424269 497014 6.23%  2.365%

Sum of corrected areas: 21015663
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128654.D

Acqg On : 02 Jun 2022 23:10

Operator : CG\JU

Sample : N3099-03 :

Misc : 20220426-AMENDED-COMPOSITE-F

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128654.D\data.ms
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Abundance TIC: BF128654.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128654.D

Acqg On : 02 Jun 2022 23:10

Operator : CG\JU

Sample : N3099-03 :

Misc : 20220426-AMENDED-COMPOSITE-F

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.416 58.84 ng 1923050 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
4 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 78
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 78
Abundance Scan 362 (4.416 min): BF128654.D\data.ms (-355) (-) m/z 55.10 100.00%
55.1 83.1
5000 43.0
98.1
Rmaas e RS EEEE
‘ 67.1 4.00 4.20 4.40 4.60 4.80
0t 2 m/z 83.18 89.76%
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 430 I L L B
290 ’ 98.0 4.00 4.20 4.40 4.60 4.80
m/z 43.05 40.24%
O\\’\\\\‘\\}‘}‘\\\\‘H\\\“\‘\1\‘\\6\7\.?\\\\“\\\\‘\\\\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 e A
2900 43.0 4.00 4.20 4.40 4.60 4.80
5000 m/z 39.10 30.41%
98.0
0,67'0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3775: 2-Pentene, 2,4-dimethyl- R RAREaRREE
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 98.10  28.20%
5000 41.0
270 98.0
15.0 ‘ 67.0
0H,‘“H‘H‘“_‘w‘“‘Hi‘M"HM‘WMMH‘HH‘HH R R RRRERRE RS
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128654.D

Acqg On : 02 Jun 2022 23:10

Operator : CG\JU

Sample : N3099-03 :

Misc : 20220426-AMENDED-COMPOSITE-F

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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.
5.081 244.12 ng 7978530 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 475 (5.081 min): BF128654.D\data.ms (-458) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 R EEEARREEESEE
‘ 83.0 4.80 5.00 5.20 5.40

o‘H‘mJ“MHmHH_WWH,HH,H m/z 59.10  60.23%

m/z--> 20 40 80 100 120 140

Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 L L B L BN LR
4.80 5.00 5.20 5.40
59.0 m/z 101.18  19.55%
101.
27.0 ‘ 83.0 0‘ 0
0\\\‘\‘\H\\“‘1\\‘i‘\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0

4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 15.11%

H ‘ 87.0
Ze\muH\;H“w‘\m\_m,w,w
miz--> 20 40 60 80 100 120 140

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester N AR RREE RS
59.0 4.80 5.00 5.20 5.40

m/z 41.10 9.89%

5000 41.0 /\
0 \H \‘ L ‘ 12?'0 142.0

m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128654.D

Acqg On : 02 Jun 2022 23:10

Operator : CG\JU

Sample : N3099-03 :

Misc 20220426-AMENDED-COMPOSITE-F

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Lenthionine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.775 2.08 ng 99957  Phenanthrene-di1e 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lenthionine 188 C2HA4S5 000292-46-6 91
2 1,2,4,6-Tetrathiepane 170 C3H6S4 000292-45-5 59
3 Hexathiepane 206 CH2S6 017233-71-5 56
4 2-Pyridinesulfonylacetonitrile 182 C7H6N202S 170449-34-0 32
5 Salicyl alcohol 124 C7H802 000090-01-7 23
Abundance Scan 1443 (10.775 min): BF128654.D\data.ms (-1440) (-] | m/z 141.90 100.00%
45.0 717.9 141.9
5000
187.9
— e
110.0 10.50 11.00
165.1 .
o e | 2ss S T s
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #63004: Lenthionine
45.0 78.0
142.0 K
5000 T T f Y T
110.0 188.0 10.50 11.00
m/z 45.00 87.50%

0“!w*L‘w*“*M“J\‘“M\NH*\ww”M*H”\HM*\H‘*\H‘

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45573: 1,2,4,6-Tetrathiepane
450 78.0
10.50 11.00
5000 1240 1700 m/z 46.00  58.96%
MRS | NN NN—
m/z--> 40 60 80 100 120 140 160 180 200 220 A
Abundance #83360: Hexathiepane 4 ——
142.0 10.50 11.00
m/z 123.90  50.51%
78.0
45.0
5000
206.0
110.0 ‘ 174.0 ‘
P VIO N
m/z--> 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128654.D

Acqg On : 02 Jun 2022 23:10

Operator : CG\JU

Sample : N3099-03 :

Misc : 20220426-AMENDED-COMPOSITE-F

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 unknownll.222 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.222 2.93 ng 140904  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Hydroxy-4,4,7a-trimethyl-5,6,7... 196 C11H1603 073410-02-3 49
2 Loliolide 196 C11H1603 005989-02-6 27
3 2-Furanethanol, .beta.-methoxy-(S)- 142 C7H1003 101996-92-3 22
4 5-Amino-3H-[1,2,3]triazole-4-car... 142 C3H6N60O 1000318-26-9 22
5 2H-Pyran-2-methanol, 3,4-dihydro... 142 C8H1402 054004-34-1 22
Abundance Scan 1519 (11.222 min): BF128654.D\data.ms (-1514) (- 43.00 100.00%
43.0
111.1
5000 141.9
. 178.1 205.9
11 00 11 50
01 m/z 111.0 61.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71259: 6-Hydroxy-4,4,7a-trimethyl-5,6,7,7a-tetrahydrobe
111.0
43.0
5000 178.0
67.0 140.0 11 00 11 50
' m/z 41.10 45.46%
Ok ‘\\M“\’ii\\“‘\\\!’\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71178: Loliolide
111.0
— —
11.00 11.50
43.0
178.0 o
141.90  42.63%
5000 140.0 "/z
67.0
0! AT T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22465: 2-Furanethanol, .beta.-methoxy-(S)- A S e
111.0 11.00 11.50
m/z 57.05 28.58%
5000
81.0 142.0
39.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128654.D

Acqg On : 02 Jun 2022 23:10

Operator : CG\JU

Sample : N3099-03 :

Misc 20220426-AMENDED-COMPOSITE-F

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.086 5.54 ng 201346  Chrysene-di12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 90
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 39
4 4-Nitro-4'-methyldiphenylsulfone 277 C13H11NO4S 004094-37-5 38
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 37
Abundance Scan 2006 (14.086 min): BF128654.D\data.ms (-2001) (- m/z 277.05 100.00%
277.1
5000 ﬁ
77.1
199.0 :
152.0 H 14.00
115.0
0“‘39‘9‘ H“uuu““”u o W 2821 L myz 77.10 33.34%
miz-> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000
14 00
77.0 199.0 m/z 278.10  32.26%
152.0
O \2\7\0\ ‘}‘ T T ‘\ T ‘ T T T ‘“\ T \ T H T T T T ‘ T T ‘\ T ‘ T
miz-> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
T \
14.00
5000 m/z 199.00 25.30%
.0 183.0
oo ol | s |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, anhenwphosphoranyhdene)h ‘“% ‘
77.0 14.00
m/z 183.05  23.57%
5000
77.0 183.0
me
ol b o L cul),
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128654.D

Acqg On : 02 Jun 2022 23:10

Operator : CG\JU

Sample : N3099-03 :

Misc . 20220426-AMENDED-COMPOSITE-F

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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,... 4.416 58.8 ng 1923050 1 6.822 653658 20.0
2-Pentanone, 4-... 5.081 244.1 ng 7978530 1 6.822 653658 20.0
Lenthionine 10.775 2.1 ng 99957 4 11.351 962977 20.0
unknown11.222 11.222 2.9 ng 140904 4 11.351 962977 20.0
Triphenylphosph... 14.086 5.5 ng 201346 5 13.992 727239 20.0
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