LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BGO@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc . POST-EX-04-0207

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_ G\Methods\8270-BG020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO52364.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.758 379 386 394 rBV 424255 670736 41.11% 7.514%
2 7.374 653 661 673 rBvV 424984 743782 45.59% 8.333%
3 8.225 800 806 813 rBV 97723 164375 10.08%  1.842%
4 9.394 997 1005 1015 rBV 263809 480901 29.48% 5.388%
5 11.063 1282 1289 1296 rVB 130264 233482 14.31% 2.616%
6 13.495 1696 1703 1711 rVB 705890 1083397 66.40% 12.138%
7 13.677 1727 1734 1740 rBV3 22467 47741  2.93% ©0.535%
8 14.300 1835 1840 1843 rBV3 27204 43294 2.65% ©0.485%
9 14.335 1843 1846 1851 rVB4 19391 27904 1.71% 0.313%
10 14.617 1889 1894 1899 rBV7 18061 34414 2.11% 0.386%
11 14.705 1904 1909 1913 rVW4 36768 55307 3.39% 0.620%
12 14.746 1913 1916 1919 rVB 27327 30567 1.87% 0.342%
13 14.869 1926 1937 1944 rBV 218768 375978 23.04% 4.212%
14 15.087 1969 1974 1978 rBV8 10600 19123 1.17% 0.214%
15 15.363 2018 2021 2022 rBV2 18116 17863 1.09% 0.200%
16 15.492 2038 2043 2046 rBV5 13608 26221 1.61% 0.294%
17 15.662 2066 2072 2074 rBV5 33733 53521 3.28% ©0.600%
18 15.692 2074 2077 2083 rVB2 45338 59839 3.67% 0.670%
19 15.756 2083 2088 2092 rBV7 14929 30449 1.87% 0.341%
20 15.927 2111 2117 2118 rBV6 11518 20423 1.25% 0.229%
21 16.097 2140 2146 2151 rBV2 52968 105813 6.49% 1.185%
22 16.315 2181 2183 2185 rBV2 17164 16965 1.04% 0.190%
23 16.356 2185 2190 2197 rVV 535068 802364 49.18%  8.989%
24 16.555 2220 2224 2226 rBV2 70276 99971 6.13% 1.120%
25 16.579 2226 2228 2235 rVB 113453 155742  9.55%  1.745%

26 17.348 2356 2359 2363 rVB 61679 73140  4.48%
27 17.401 2364 2368 2373 rBV 72799 106156 6.51%
28 17.625 2400 2406 2410 rBV 257029 406055 24.89%
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29 18.018 2470 2473 2478 rVB5 32487 40921 2.51% 458%
30 18.094 2483 2486 2492 rVB 67337 86919 5.33% 974%
31 18.776 2600 2602 2605 rVB2 33990 30970 1.90% ©.347%
32 19.399 2706 2708 2713 rVB5 36187 45139 2.77% ©.506%

33 20.215 2842 2847 2853 rVB 1295747 1631508 100.00% 18.278%
34 21.531 3067 3071 3079 rVB2 76965 127041 7.79% 1.423%
35 21.936 3134 3140 3147 rVB 266364 468081 28.69% 5.244%
36 25.414 3721 3732 3741 rBV2 165611 509833 31.25% 5.712%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BGO@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc . POST-EX-04-0207

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_G\Methods\8270-BG020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 8925935
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc . POST-EX-04-0207

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG052364.D\data.ms

1200000
1000000
800000

600000
5.758 7.374
400000
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Abundance TIC: BG052364.D\data.ms

20.215

1200000
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800000
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Abundance TIC: BG052364.D\data.ms
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800000
600000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc . POST-EX-04-0207

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Silane, trichlorooctadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.677 2.54 ng 47741  Acenaphthene-d10 14.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 64
2 Tetradecane 198 C14H30 000629-59-4 59
3 Hexadecane 226 C1l6H34 000544-76-3 59
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 53
5 Nonadecane 268 C19H40 000629-92-5 53
Abundance Scan 1734 (13.677 min): BG052364.D\data.ms (-1727) (- | m/z 57.10 100.00%
57.1
5000
—5 1
193.3 13.50 14.00
MU“M “H“u"*?}ﬁw‘_m_m‘””_m m/z 43.10  82.44%
ml/z--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl-
57.0
5000 A —
13.50 14.00
m/z 71.15 63.17%
15_J Ll “\ 1 141.0 189.0231.0273.0315.0  386.(
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance ﬂwm
57.0
et M Wkl
13.50 14.00
5000 ITI/Z 41.25 43.71%
99.0 141.0 198.0
e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #107220: Hexadecane T —
57.0 13.50 14.00
m/z 85.15 38.10%
5000
140 | 1 “\ | 141.0183,0226.0 AL A
“““ L B i B e B e g
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc . POST-EX-04-0207

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 unknownl4.300 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.300 2.30 ng 43294  Acenaphthene-d10 14.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 47
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 45
3 Trisiloxane, 1,1,3,3,5,5-hexamet... 208 C6H2002Si3 001189-93-1 38
4 3-((2S,5S)-7-(Methylsulfonyl)-1-... 272 C12H20ON203S 1465868-22-7 35
5 3-((2R,55)-7-(Methylsulfonyl)-1-... 272 C12H20ON203S 1465866-05-0 35
Abundance Scan 1840 (14.300 min): BG052364.D\data.ms (-1835) (- | m/z 193.25 100.00%
1938.3
5000 69.2
109.1
14.00 14.50
S Lg'z : J“ e m/z 69.15  49.13%
mfz--> 50 100 150 200 250 300
Abundance #202174: 2-Diethylamino-4-phenylthiooct-2-ene nitrile
193.0
5000 — —
14.00 14.50
137.0 o
m/z 55.15 34.99%
43.0 82.0
—— \}Mh’\\Hu‘\m\w‘h \“u‘ uu‘ w - ST T ‘3‘0‘2"'
m/z--> 50 100 150 200 250 300
Abundance
193.0
690 1230 - _—
14.00 14.50
5000 ITI/Z 41.15 31.40%
29.0
— e
miz--> 50 100 150 200 250 300
Abundance #85484: Trisiloxane, 1,1,3,3,5,5-hexamethyl- — —
73.0 193.0 14.00 14.50
m/z 83.15  28.42%
5000
133.0
S D0 B! Ah“mm_”w L —
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc POST-EX-04-0207

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 1H-Indene, octahydro-2,2,4,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.705 2.94 ng 55307 Acenaphthene-d10 14.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 70
2 Bicyclo[3.1.0]hexan-2-one, 4-met... 152 C1@H160 002506-61-8 49
3 2-propenamide, N-(2,6-dihydroxyp... 193 C10H11NO3 1000395-98-7 38
4 1,6-Heptadiene, 2,5,5-trimethyl- 138 C10H18 062238-28-2 25
5 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 25

Abundance Scan 1909 (14.705 min): BG052364.D\data.ms (-1904) (- | m/z 193.25 100.00%
19

3.3
411 69.1
109.2
5000
137.2

14.50 15.00
165.3
L m/z 69.18  77.95%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
193.0
69.0 123.0
41.0

5000 95.0

7
14.50 15.00
m/z 41.15 77 .53%

“ ““‘ “‘\“ ; ‘\‘\‘“‘ ‘\“M -t H\‘ ‘\‘H‘ ; ’\1 — “\’]"‘5‘2"?‘ R RRREERRES
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
410 69.0 950

—
14.50 15.00
5000 152.0 m/z 55.15  68.81%

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

Abundance #67616: 2-propenamide, N-(2,6-dihydroxyphenyl)-2-meth e
41.0 69.0 14.50 15.00

m/z 81.15 58.02%

5000
193.0
96.0
L 124.0
T ‘ \‘\ T T

[ | 151.0 |

7 T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc . POST-EX-04-0207

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 unknownl5.663 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.663 2.85 ng 53521  Acenaphthene-d10 14.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenediamine, 4-methoxy- 138 C7H10N20 000615-05-4 38
2 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 38
3 2,6-Piperidinedicarbonitrile, N-... 149 C8H11N3 090090-68-9 35
4 Butanoic acid, 2-methyl-, 3,7-di... 240 C15H2802 085409-36-5 30
5 Cyclohexene, 3,5,5-trimethyl- 124 C9H16 000933-12-0 25

Abundance Scan 2072 (15.662 min): BG052364.D\data.ms (-2066) (- | m/z 123.15 100.00%
1

28.2
41.1 81.2
5000 207.3

— —
169.1 15.50 16.00

m/z 41.15 62.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19781: 1,3-Benzenediamine, 4-methoxy-
123.0

5000

T T
15.50 16.00

95.0
m/z 81.15 62.60%

150 40 670
L Wil | | |
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41.0

69.0

T T
15.50 16.00

5000 95.0 m/z 109.15 58.57%

207.0
124.0 150.0 178.0
T T P T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #27217: 2,6-Piperidinedicarbonitrile, N-methyl- —— ——
109.0 15.50 16.00

42.0 m/z 95.15 54.15%
5000 149.0
68.0
mo| Jh dad b b o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc POST-EX-04-0207

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.692 3.18 ng 59839  Acenaphthene-d10 14.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Eicosane 282 C20H42 000112-95-8 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Octadecane 254 C18H38 000593-45-3 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 2077 (15.692 min): BG052364.D\data.ms (-2074) (- m/z 57.15 100.00%
1.1

5
5000

.
‘ “ | ‘99‘.2 155.2 193.3 15.50 16.00 .
" T T \‘ ‘\M\“‘ ‘\H‘i“\ \“’“ P LA B m/Z 43.15 85.15%

m/z--> 50 100 150 200 250
Abundance #107216: Hexadecane
57.0

5000

7
15.50 16.00
m/z 71.15 71.68%

270 | ™ 1410 1530 2200
T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T
mi/z--> 50 100 150 200 250
Abundance
57.0

7
15.50 16.00

5000 ITI/Z 85.15 42.23%
99.0
270 1410 1830 2250  282.(
e e T T T T T T
m/z--> 50 100 150 200 250
Abundance #90189: Pentadecane 7 —
57.0 15.50 16.00

m/z 41.15 35.59%

o WM
el 1| 1=
L

Ly, 1410 18202120
R T N R T .

— :
miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc POST-EX-04-0207

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Tetradecane, 1l-chloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.097 5.63 ng 105813  Acenaphthene-di10 14.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-chloro- 232 C14H29C1 002425-54-9 80
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72
3 Tetratetracontane 619 C44H90 007098-22-8 59
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 53
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 53
Abundance Scan 2146 (16.097 min): BG052364.D\data.ms (-2140) (1 m/z 57.15 100.00%
57.1
T \
J ]‘ 1 169.3 16.00
et e e m/z 71.15 55.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #113920: Tetradecane, 1-chloro-
57.0
5000 —
16.00
m/z 43.15 49.93%
113380z
HH‘H\\’HH‘HH’HH‘\\H‘HH‘\H\‘HH‘HH‘HH‘\\H‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
T \
16.00
5000 m/z 41.15 32.32%
127.0 2110 W
T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347239: Tetratetracontane T ‘
57.0 16.00
m/z 85.15 28.13%
5000
27.0
LT 197.0267.0 351042104910 618
e A e e e e e e e — ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc POST-EX-04-0207

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.555 4.92 ng 99971  Phenanthrene-d1e 17.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tetradecane 198 C14H30 000629-59-4 93
3 Nonadecane 268 C19H40 000629-92-5 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
Abundance Scan 2224 (16.555 min): BG052364.D\data.ms (-2220) (1 m/z 57.15 100.00%
57.1
5000 85.2 /\WL\M
16.50 |
113.2 :
m‘Hm“aH‘H‘_wH:‘M‘w‘mmHf‘l“r’ff”wl‘?%%‘“Zﬁl"ﬁ”‘_m m/z 43.15 84.68%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane
57.0
5000 —— :
85'0 16.50
29.0 m/z 71.15 68.61%
“ \“\ H\ \‘\ Al \\11%)'0\141'0 184.0
H\‘HH‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0
— T \
16.50
5000 85.0 m/z 41.15 41.62%
29.0
113'0141-0169.0198'0
R RaaRS o R AAAARARRaaaaa
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane T ‘
57.0 16.50
m/z 85.15 38.53%
5000 85.0
29.0
\‘ | h‘ . 1130141.0169.0197.0 268.(
e e e e e e e e e P
m/z--> 20 40 60 80 100120140160180200220240260 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\

Data File : BG@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc POST-EX-04-0207

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 8 Dodecane, 2,6,11-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.579 7.67 ng 155742  Phenanthrene-di10 17.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 58
3 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 49

054833-48-6 46
003221-61-2 46

4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44
5 Octane, 2-methyl- 128 C9H20

Abundance Scan 2228 (16.579 min): BG052364.D\data.ms (-2226) (- m/z 71.15 100.00%
71.2
43.1
5000
183.2 1 T
1131 16.50
O N N <1<
‘HH“‘\H“\“\H\M\“H‘i\‘\H\‘H\H\‘\“‘H‘H“H“H“h\H\“‘”\"\‘\‘\“\\H‘HH‘HH m/Z 57.15 95.2800
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 — ‘
16.50
85.0 . .38%
29.0 ‘ 120 m/z 43.15 72.38
‘ \‘\‘\ \“‘\ T \“‘ T \h} T “} T \“‘ TT ”\.‘ \“}4%.\(\)\1‘-\69.\?\%\91'\9\ T ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
57.0
U \
16.50
5000 ITI/Z 85.15 30.68%
20.0 85.0 1130
[T T T T T T
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #158602: Tridecane, 7-hexyl- T ‘
57.0 16.50
m/z 41.15 29.22%
29.0
5000 85.0
182.0
113.0
i H‘\ h [ 1410 ‘ 211.0238.0266.0
[ e e e e e T e T ——
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc POST-EX-04-0207

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 9 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.348 3.60 ng 73140  Phenanthrene-d1e 17.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 80
2 Tetracosane 338 C24H50 000646-31-1 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 80
Abundance Scan 2359 (17.348 min): BG052364.D\data.ms (-2356) (- | m/z 57.15 100.00%
57.1
5000 Mwwjvtm
— ——
‘ 99.2 145.2 208.2244.3 17.00 17.50
““WMJLN‘ﬂ‘M e e L m/z 43.15 80.24%
miz-> 50 100 150 200 250 300
Abundance #123961: Heptadecane
57.0
5000 — ——
17.00 17.50
m/z 71.15 67.43%
99.0
T \“\ . ‘h\ “ \“\ “‘ \‘ \]‘-\4\1.’0\ ]\-8\3\'()‘ T \2\49.P\ T T ‘ L
miz--> 50 100 150 200 250 300
Abundance
57.0
— ——
17.00 17.50
5000 m/z 41.15 39.77%
141.0 1830 2250 267.0 338 Wmu/\/\WMW\MW
T e
miz--> 50 100 150 200 250 300
Abundance #74005: Tetradecane “ —
57.0 17.00 17.50
m/z 85.15 36.97%
- MW\IK/\WAW
99.0
1‘5-9\‘ I4iy, o 180 S
m/z--> 50 100 150 200 250 300 17.00 17.50

8270-BGO20722.M Fri Feb 11 16:18:10 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\

Data File : BG@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc POST-EX-04-0207

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 10 Heptadecane, 2,6,10,15-tetr... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.401 5.23 ng 106156  Phenanthrene-di10 17.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86

2 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 83
3 Tetradecane 198 C14H30 000629-59-4 81
4 Hexadecane 226 C16H34 000544-76-3 80
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 2368 (17.401 min): BG052364.D\data.ms (-2364) (- | m/z 57.15 100.00%
57.1
s AWJULM
) — ——
Ll L 15121831215.2047.5 e o0
N1 R | N VIR MY TR i A m/z 71.15 88.78%
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — ——
17.00 17.50
m/z 43.15 69.10%
99.0
T T T \L‘ ‘ ‘\ H‘ \‘H\ “‘ \H‘ T ‘]\-4\‘]“’()\ \]-8\3'\0‘ T \2\3\9.9 T T \2\96‘.(
miz--> 50 100 150 200 250
Abundance
43.0
— ——
17.00 17.50
m/z 85.15 43.22%
5000 850 /
126.0157.0
—.—— e
m/iz--> 50 100 150 200 250
Abundance #74004: Tetradecane “ —
57.0 17.00 17.50
m/z 41.15 30.41%
99.0 1
260/ | | 70, 0 180 I
m/z--> 50 100 150 200 250 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc POST-EX-04-0207

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Hexadecane, 4-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.018 2.02 ng 40921  Phenanthrene-d10 17.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 4-methyl- 240 C17H36 025117-26-4 62
2 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 59
3 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 59
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 58
5 3-Octen-2-0l, 2-methyl-, (Z)- 142 C9H180 018521-07-8 50
Abundance Scan 2473 (18.018 min): BG052364.D\data.ms (-2470) (- | m/z 71.15 100.00%
431,712
5000
99.2 ——
140.3 183 2
LL L B 201 e
- Y HL b J“ \ MW adi- | m/z 57.15  89.93%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123965: Hexadecane, 4-methyl-
43.0
71.0
5000 — :
18.00
m/z 43.15  84.39%
99.0 1270
‘\H\“‘}H!‘\\‘}\‘uH\“‘\H‘\‘\‘H\“\\\\]-‘6\\8\\()‘\\\1“\\\2\‘2§\0\‘HH‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R \
18.00
5000 m/z 85.15  54.70%
85.0
280 113.0
7 141.0169.0197.0 2390267
[ T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #123969: Hexadecane, 2-methyl- —— ‘
57.0 18.00
m/z 55.15 33.55%
5000 85.0 WMWN/\\WW
113.0 197.0
141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc POST-EX-04-0207

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 12 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.095 4.28 ng 86919  Phenanthrene-dle 17.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Tetracosane 338 C24H50 000646-31-1 80
3 Pentadecane 212 C15H32 000629-62-9 74
4 Dodecane 170 C12H26 000112-40-3 74
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 2486 (18.094 min): BG052364.D\data.ms (-2483) (- | m/z 57.15 100.00%
57.1
5000 W
99.2 179.3 ‘18‘00‘ |
- :“‘ : “ ! ol %“351,” - ‘21‘53‘ ‘2‘89"9‘ e m/z 4315 77.11%
miz-> 50 100 150 200 250 300
Abundance #123958: Heptadecane
57.0
5000 — :
18.00
m/z 71.15 64.65%
99.0
1\5'\0‘\ ‘\“ ‘“\ ‘1‘ \“‘\ H“ \“ \%4\‘1.’(‘)\ ]‘\-8\‘3\-0‘ T \2\4?.‘()\ T 1T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance
57.0
T \
18.00
5000 m/z 85.15 41.02%
141.0 183.0 225.0 267.0 338.! \/\/WNMMMM
T e
miz--> 50 100 150 200 250 300
Abundance #90193: Pentadecane T
57.0 18.00
m/z 41.15 40.50%
212.0
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc POST-EX-04-0207

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.399 2.22 ng 45139  Phenanthrene-d10 17.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 60
2 Tetradecane 198 C14H30 000629-59-4 53
3 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 50
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 49
5 Dodecane 170 C12H26 000112-40-3 49
Abundance Scan 2708 (19.399 min): BG052364.D\data.ms (-2706) (- | m/z 57.20 100.00%
57.2
5000
— ——
236.2 281.1 19.00 19.50
e L‘ il m/z 71.15  67.57%
miz--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
5000 — ——
19.00 19.50
m/z 43.15 66.80%
27,0 ‘ 99.0
T h’\- ‘\“ ‘”‘ “H‘ \H‘\ H‘ \“ \“]\-4\1.‘0\ \18\3\0 \2\2‘6\0\ | —
miz--> 50 100 150 200 250
Abundance
57.0
— ——
19.00 19.50
5000 m/z 85.15 50.51%
270 9¥0 140 1980
——
miz--> 50 100 150 200 250
Abundance #306637: Eicosane, 1-iodo- “ T
57.0 19.00 19.50
m/z 41.15 47.38%
5000
‘ 99.0
155.0 281.C
ol |0 e mep P
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method

POST-EX-04-0207

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 14 9-Eicosene, (E)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.531 5.43 ng 127041  Chrysene-di12 21.936
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 94
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 92
3 Cetene 224 C16H32 000629-73-2 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 90
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 89

Abundance Scan 3071 (21.531 min): BG052364.D\data.ms (-3067) (- | m/z 57.15 100.00%
57.1
3000 MVJLM
mw
39.2178.9 :
o “h L h I u} \‘u\ bt g \?%\8\3”‘ “2“7§§“3‘27‘ 1\ - m/z 43.15 95.43%
m/z--> 50 100 150 200 250 300 350
Abundance #173730: 9-Eicosene, (E)-
57.0
97.0
5000 — :
21.50
m/z 83.15 83.47%
SEE| h \H M‘ 1399 1810 2230 2800
miz--> 50 100 150 200 250 300 350
Abundance
55.0
L \
21.50
5000 97.0 m/z 69.15  78.54%
139.0 182.0 2230 280.0 WJ\WW
T e T T
m/z--> 50 100 150 200 250 300 350
Abundance #104590: Cetene — ‘
41,0 21.50
m/z 55.15 73.17%
83.0
5000
250
1 1) Y T
m/z--> 50 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BGO@52364.D

Acqg On : 10 Feb 2022 21:30

Operator : CG/JU

Sample : N1426-04

Misc . POST-EX-04-0207

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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|
Silane, trichlo... 13.677 2.5 ng 47741 3 14.875 375978 20.0
unknown14.300 14.300 2.3 ng 43294 3 14.875 375978 20.0
1H-Indene, octa... 14.705 2.9 ng 55307 3 14.875 375978 20.0
unknown15.663 15.663 2.9 ng 53521 3 14.875 375978 20.0
Hexadecane 15.692 3.2 ng 59839 3 14.875 375978 20.0
Tetradecane, 1-... 16.097 5.6 ng 105813 3 14.875 375978 20.0
Tridecane 16.555 4.9 ng 99971 4 17.625 406055 20.0
Dodecane, 2,6,1... 16.579 7.7 ng 155742 4 17.625 406055 20.0
Heptadecane 17.348 3.6 ng 73140 4 17.625 406055 20.0
Heptadecane, 2,... 17.401 5.2 ng 106156 4 17.625 406055 20.0
Hexadecane, 4-m... 18.018 2.0 ng 40921 4 17.625 406055 20.0
Tetracosane 18.095 4.3 ng 86919 4 17.625 406055 20.0
Tetradecane 19.399 2.2 ng 45139 4 17.625 406055 20.0
9-Eicosene, (E)- 21.531 5.4 ng 127041 5 21.936 468081 20.0
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