LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@40722\
Data File : BF127701.D

Acqg On : 07 Apr 2022 23:53

Operator : CG\JU

Sample : N2207-07 :

Misc : 20220351-AMENDED-096-21-03

ALS Vvial : 18 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-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127701.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.316 3 5 12 rvB 311711 380899 4.72% 1.468%
2 5.240 489 502 504 rBV 3697726 8063602 100.00% 31.078%
3 5.575 555 559 563 rBV 499132 422218 5.24% 1.627%
4 6.569 724 728 731 rBV 1560075 1481924 18.38% 5.712%
5 6.604 731 734 741 rVB 195669 161327 2.00% 0.622%
6 6.963 791 795 798 rBV 988876 767527 9.52% 2.958%
7 7.522 885 890 894 rBV 1725912 1806217 22.40% 6.961%
8 7.687 913 918 924 rVB 1249878 1153936 14.31% 4.447%
9 8.245 1009 1013 1016 rBV 1186895 982329 12.18% 3.786%
10 9.322 1191 1196 1200 rBV 3236721 2998846 37.19% 11.558%
11 9.539 1229 1233 1237 rBV 269718 221248 2.74% 0.853%
12 10.004 1309 1312 1316 rVB 1203312 1133180 14.05% 4.367%
13 10.516 1395 1399 1404 rVB 120119 103338 1.28% 0.398%
14 10.792 1443 1446 1453 rVB2 277037 371354 4.61% 1.431%
15 10.928 1466 1469 1476 rVB 136091 134506 1.67% 0.518%
16 11.357 1538 1542 1544 rBV 78424 85121 1.06% 0.328%

17 11.498 1562 1566 1570 rBV 1356568 1175009 14.57%  4.529%
18 13.092 1832 1837 1840 rBV 2802819 2616727 32.45% 10.085%
19 13.980 1984 1988 1997 rBV 123286 145404 1.80% 0.560%
20 14.145 2010 2016 2020 rBV 913246 891591 11.06%  3.436%

21 15.674 2270 2276 2281 rBV 669549 849986 10.54%  3.276%

Sum of corrected areas: 25946289
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\D
Data File : BF127701.D

Acqg On : 07 Apr 2022 23:53
Operator : CG\JU

Sample : N2207-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method

Quant Title : ASP BNA STANDARDS FOR 5

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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3500000

3000000
2500000
2000000
1500000
1000000

50000044 ¢

0

: Z:\svoasrv\HPCHEM1\BNA_

LSC Report - Integrated Chromatogram

ata\BF040722\

20220351-AMENDED-096-21-03

F\Methods\8270-BF040622 .M
POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@40722\

Data File : BF127701.D

Acqg On : 07 Apr 2022 23:53

Operator : CG\JU

Sample : N2207-07 :

Misc 20220351-AMENDED-096-21-03
ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: 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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
2.316 9.93 ng 380899 1,4-Dichlorobenzene-d4 6.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 23
Abundance Scan 5 (2.316 min): BF127701.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 43.0
R RARRRsREaEs S
2.402.502.60 2.70
Ol e L2070 43.05  46.16%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TT T TT [ T T T[T rTrT]
43.0 2.402.502.60 2.70
' m/z 55.00  29.29%
O
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R RERRRsREaRs S
2.402.502.602.70
5000 41.0 ITI/Z 87.10 26.14%
0 970 1290
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2245: Silane, tetramethyl- R RERRRsRRaRssma
73.0 2.402.502.602.70
m/z 71.05 12.30%
5000
43.0
B0yl
-ttt RN R RRRaRs ua
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.402.502.602.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040722\
Data File : BF127701.D

Acqg On : 07 Apr 2022 23:53

Operator : CG\JU

Sample : N2207-07 :

Misc : 20220351-AMENDED-096-21-03

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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.
5.240 210.12 ng 8063600 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetone 58 C3H60 000067-64-1 10
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
Abundance Scan 502 (5.240 min): BF127701.D\data.ms (-489) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1 e
831 ‘ 5.00 5.20 5.40 5.60
Olrerrrerrpererrrere el bl e o M/z 59.18 57.72%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L L I LN L
59.0 5.00 5.20 5.40 5.60
m/z 101.10 19.10%
15.0 101.0
0 2?\‘0 Ll | 830 | ‘
H\‘HH’HH‘HH‘HH‘HH‘HH’HH‘HH‘HH’HH‘HH‘HH‘H\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R AREmaE TR
5.00 5.20 5.40 5.60
5000 m/z 58.00 16.17%
101.0
0 150 590 | 280 86.0
e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #237: Acetone T e
43.0 5.00 5.20 5.40 5.60
m/z 41.05 8.99%
5000
15.0
58.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040722\
Data File : BF127701.D

Acqg On : 07 Apr 2022 23:53

Operator : CG\JU

Sample : N2207-07 :

Misc 20220351-AMENDED-096-21-03

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 1,2,4-Trithiolane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.687  23.49 ng 1153940  Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2,4-Trithiolane 124 C2H4S3 000289-16-7 90
2 1,2-Benzenediol, 4-methyl- 124 C7H802 000452-86-8 42
3 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 10
4 1,2-Benzenediol, 3-methyl- 124 C7H802 000488-17-5 9
5 Ethane, methoxy- 60 C3H80 000540-67-0 9

Abundance Scan 918 (7.687 min): BF127701.D\data.ms (-913) (-) m/z 124.00 100.00%

78.0 124.0
5000
A mmm L
H ‘ 7.40 7.60 7.80 8.00
[WRCSS 1 T 1 2869 356 ;78,00 95.38%
mlz--> 50 100 150 200 250 300 350
Abundance #11692: 1,2,4-Trithiolane
45.0
5000 124.0 N REEE TR
7.40 7.60 7.80 8.00
m/z 45.00 76.89%
O\“‘\“‘\“‘\‘\Ml\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #11925: 1,2-Benzenediol, 4-methyl-
78.0 124.0
 ERmmmEEEEESEE R
7.40 7.60 7.80 8.00
5000 m/z 46.00 33.94%
39.7
ST VL N
miz--> 50 100 150 200 250 300 350
Abundance #318: Hydrazine, ethyl- e e e
45.0 7.40 7.60 7.80 8.00
m/z 60.00 25.17%
5000
o TR |
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040722\
Data File : BF127701.D

Acqg On : 07 Apr 2022 23:53

Operator : CG\JU

Sample : N2207-07 :

Misc : 20220351-AMENDED-096-21-03

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 4
R.T. EstConc Area Relative to ISTD R.T.
9.539 3.90 ng 221248  Acenaphthene-di10 10.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2,4,5-Tetrathiane 156 C2H4S4 000291-22-5 91
2 2-Cyanoimino-1,3-dithiane 158 C5H6N2S2 010191-73-8 27
3 Catechol 110 C6H602 000120-80-9 9
4 4H-1,2,4-triazole-3-carboxylic a... 156 C5H8N402 1000404-32-7 9
5 4,5-Diamino-6-methyl-2-thiopyrim... 156 C5H8N4S 006305-99-3 9

Abundance Scan 1233 (9.539 min): BF127701.D\data.ms (-1229) (-}  m/z 155.90 100.00%

155.9
45.0
109.9
5000
64.0 ﬂ
91.0 - \
‘ ‘ ‘ 9.50
bl el el myz 45.00 71.61%
miz--> 20 40 60 80 100 120 140 160
Abundance #33185: 1,2,4,5-Tetrathiane
45.0
156.0
110.0
5000 64.0 9.50
m/z 46.00 63.79%
O\\\\‘\\\\‘\M\\‘\‘\\“‘\\\\‘\\l\‘1\\\‘\\\\“\\
miz--> 20 40 60 80 100 120 140 160
Abundance #34842: 2-Cyanoimino-1,3-dithiane
46.0 106.0
P ey
9.50
158.0
5000 ITI/Z 109.90 60.03%
27.0
84.0
o]
ot bl F Lt gm0 L
m/z--> 20 40 60 80 100 120 140 160
Abundance #6512: Catechol j\ A e ‘ /L‘
110.0 9.50
m/z 64.00  27.09%
5000
64.0
92.0
39.0 ‘
15.0
oHH_uuM“‘«m‘um““Hlwu‘w””_”w” /\A o
m/z--> 20 40 60 80 100 120 140 160 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@40722\

Data File : BF127701.D

Acqg On : 07 Apr 2022 23:53

Operator : CG\JU

Sample : N2207-07 :

Misc 20220351-AMENDED-096-21-03

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: 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 Lenthionine Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.928 2.29 ng 134506  Phenanthrene-di10 11.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lenthionine 188 C2HA4S5 000292-46-6 95
2 Salicyl alcohol 124 C7H802 000090-01-7 49
3 1,2,4,6-Tetrathiepane 170 C3H6S4 000292-45-5 45
4 Ehylthiophosphonamide, o-methyl ... 139 C3H1@NOPS 1000306-03-7 33
5 1,2-Benzenedithiol 142 C6H6S2 017534-15-5 9

m/z 77.95 100.00%

Abundance Scan 1469 (10.928 min): BF127701.D\data.ms (-1466) (-
0 9

74. 141.
45.0
5000
109.9 ‘ 11.00
O prrrrpreer e bbb e ek m/z 141,90 93.52%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #63003: Lenthionine
78.0 14p.0
45.0 A J&
5000 T T T T ‘ T T T
188.0 11.00
m/z 45.00 63.87%
‘ 110.0
0\‘\H\‘\\1\‘\H\}\‘H\‘}H\1‘\\‘\\“\“\\\“!\\1‘\\\\‘\\“\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200

Abundance #11906: Salicyl alcohol
e L )
R

11.00
5000 m/z 46.00 46.40%
124.0
39.0
0 *\**1*5*'\0*‘*‘**“\‘**‘h‘*\‘*“H“w*‘w“*H\*‘Hw”w”w”wm
m/z--> 0 20 40 60 80 100 120 140 160 180 200 /\ A
Abundance #45572: 1,2,4,6-Tetrathiepane R o
78.0 11.00
45.0 m/z 123.90 44.79%
124.0 170.0
5000
0‘\‘”‘\‘”‘\‘”‘\!”‘\”“‘\“”‘\‘”“\””\””\””\”” L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040722\
Data File : BF127701.D

Acqg On : 07 Apr 2022 23:53

Operator : CG\JU

Sample : N2207-07 :

Misc 20220351-AMENDED-096-21-03

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.980 3.26 ng 145404  Chrysene-di12 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93

Abundance Scan 1988 (13.980 min): BF127701.D\data.ms (-1984) (- m/z 43.10 100.00%

43.1 83.1 ' '
5000
25.1 400
14.00
167.1205.1
ol ““ Ly pora20ed 2809wz 57.e5  98.42%
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 I
14.00
m/z 55.05 90.59%
0 19@ \‘\ i ‘ \H\ %\ \‘\ L \\8‘1 0222 0264.0 308.0
\\\\‘\\\‘\\‘\\\\ \‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #269867: 2- Chloropropionic acid, octadecyl ester
57.0
97.0
T
14.00
5000 m/z 83.10 89.54%
0 — “ 1 ‘\‘
miz--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane =
57.0 14.00
97.0 m/z 97.10 81.29%
) aL
3
OLSJ\ | \\ HM . 1960 2690 320.0 o

m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@40722\
Data File : BF127701.D

Acqg On : @7 Apr 2022 23:53

Operator : CG\JU

Sample : N2207-07 :

Misc : 20220351-AMENDED-096-21-03

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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|
Butane, 2-metho... 2.316 9.9 ng 380899 1 6.963 767527 20.0
2-Pentanone, 4-... 5.240 210.1 ng 8063600 1 6.963 767527 20.0
1,2,4-Trithiolane 7.687 23.5 ng 1153940 2 8.245 982329 20.0
1,2,4,5-Tetrath... 9.539 3.9 ng 221248 3 10.010 1133180 20.0
Lenthionine 10.928 2.3 ng 134506 4 11.498 1175010 20.0
n-Tetracosanol-1 13.980 3.3 ng 145404 5 14.151 891591 20.0
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