LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe61423\
Data File : BG®57711.D

Acqg On : 14 Jun 2023 17:15
Operator : CG/JU

Sample : 03141-01

Misc :

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-BG061323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57711.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.141 3 9 22 rVvB 109370 227399 20.08% 2.169%
2 4.145 174 180 186 rVB2 10657 18032 1.59% 0.172%
3 5.056 330 335 343 rBV 20356 34060 3.01% 0.325%
4 5.514 406 413 426 rBV 538551 858074 75.77%  8.186%
5 7.095 675 682 697 rBV 544333 928250 81.97%  8.855%

6 7.941 819 826 834 rVB 198701 324334 28.64% 3
7 9.098 1016 1023 1032 rBV 301460 527185 46.55% 5.029%
8 10.743 1291 1303 1312 rBV 267496 476392 42.07% 4
9 13.199 1714 1721 1727 rVB 717579 1071413 94.61% 10.221%
10 14.574 1948 1955 1962 rVB 368234 575992 50.86%

Ul
IS
©
Ul
3R

11 15.926 2179 2185 2191 rBV 95207 131269 11.59%
12 16.055 2201 2207 2214 rBV 531312 769987 67.99%
13 17.312 2415 2421 2432 rVB 420323 644831 56.94%
14 17.406 2432 2437 2442 rBV2 18139 22821 2.02%

P O®ONPR
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w1
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B

15 18.205 2568 2573 2582 rBV 77303 124692 11.01% 189%
16 19.216 2741 2745 2749 rBVS5 6518 13923 1.23% 0.133%
17 19.369 2767 2771 2777 rBV3 11651 15173 1.34% ©.145%
18 19.422 2777 2780 2785 rVB3 16633 21258 1.88% 0.203%
19 19.480 2786 2790 2797 rBV2 24868 34933 3.08% 0.333%
20 19.668 2818 2822 2826 rBV2 33514 40131 3.54% ©.383%
21 19.715 2827 2830 2837 rVB3 15415 28204  2.49% 0.269%
22 19.886 2856 2859 2861 rBv2 12492 12764 1.13% 0.122%
23 19.933 2861 2867 2872 rVV 895983 1132418 100.00% 10.803%
24 20.244 2917 2920 2924 rVB 39898 40834  3.61% ©.390%
25 20.679 2990 2994 2998 rBV3 16467 23043 2.03% ©0.220%
26 20.738 3001 3004 3007 rVB 59359 62743 5.54% 599%

27 21.231 3083 3088 3096 rVB2 147292 245564 21.68%
28 21.572 3140 3146 3154 rBV 373093 615268 54.33%
29 21.778 3176 3181 3187 rVB 85827 133960 11.83%
30 22.383 3279 3284 3294 rBV2 104166 197115 17.41%
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O
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31 23.070 3396 3401 3408 rVB 72865 141876 12.53%
32 23.252 3430 3432 3438 rVB3 31907 46820 4.13%
33 23.863 3530 3536 3544 rBV 96149 216579 19.13%
34 24.739 3676 3685 3692 rBV2 221465 609152 53.79%
35 25.932 3884 3888 3897 rVB3 48635 116264 10.27%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe61423\
Data File : BG®57711.D

Acqg On : 14 Jun 2023 17:15
Operator : CG/JU

Sample : 03141-01

Misc

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-BG061323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 10482753
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57711.D

Acqg On : 14 Jun 2023 17:15
Operator : CG/JU

Sample : 03141-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057711.D\data.ms

800000

600000 5.514 7.095

400000

9.098
10.743

200000 7.941

141

4.145 5.056

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057711.D\data.ms

19.933

800000
13.199

600000
16.055

21.572

17.312
400000 14.574

200000

15.926 18.205
17,406 19!

L o e e e e L

Time--> 13.00 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: BG057711.D\data.ms

800000

600000

400000
24.739

200000
23.070 25 932

MM N A P A e

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57711.D

Acqg On : 14 Jun 2023 17:15
Operator : CG/JU

Sample : 03141-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.141 14.02 ng 227399 1,4-Dichlorobenzene-d4 7.941

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9

Abundance Scan 9 (3.141 min): BG057711.D\data.ms (-3) (-) m/z 73.00 100.00%

73.0
5000 43.0
55.0 87.0
T
‘ 3.203.303.403.50
oHWWwwwl_mlw_‘w‘:_ww,\‘1_”“””,””‘””‘” m/z 43.00  44.22%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L B LR BRI
43.0 3.203.303.403.50
: 55.0 87.0 m/z 55.00 33.06%
mo |
O\H‘\H\‘\H!‘HH‘H\H!}Hl\\\\‘HH‘\MHHH‘HH’HMHH‘.HH’HH‘HH‘H
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0
P T R
3.203.303.403.50
5000 43.0 m/z 87.00 26.80%
58.0
29.0 8r.0
o) NSOV OV SO NSNS S ——
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2247: Silane, tetramethyl- R aREa A EE
73.0 3.203.303.403.50
m/z 41.00 14.90%
5000
45.0
0 29.0 37.0 || 52.059.066.0 || 80.0 88.0
T T e H P e T T R
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57711.D

Acqg On : 14 Jun 2023 17:15
Operator : CG/JU

Sample : 03141-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 10
R.T. EstConc Area Relative to ISTD R.T.
5.056 2.10 ng 34060 1,4-Dichlorobenzene-d4 7.941

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 16
3 2-Heptanone, 7,7-dichloro- 182 C7H12C120 066241-43-8 12
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 335 (5.056 min): BG057711.D\data.ms (-330) (-) m/z 43.00 100.00%

3.0
59.0
5000
R H A e e
gpg 010 4.80 5.00 5.20 5.40
O el el S e m/z 59.00 59.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 e
4.80 5.00 5.20 5.40
59.0 m/z 58.00  19.09%
101.
O 27.Off83-000
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4153: 1-Propen-2-ol, acetate
43.0

4.80 5.00 5.20 5.40

5000 m/z 101.00 12.76%
150 58.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #57209: 2-Heptanone, 7,7-dichloro- e e
43.0 4.80 5.00 5.20 5.40
m/z 41.00 10.65%
58.0
5000
0 .. 7508901030 1310
e T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57711.D

Acqg On : 14 Jun 2023 17:15
Operator : CG/JU

Sample : 03141-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.926 4.56 ng 131269  Acenaphthene-di10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 64
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 58
4 Benzoyl bromide 184 C7H5Bro 000618-32-6 47
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
Abundance Scan 2185 (15.926 min): BG057711.D\data.ms (-2179) (- | m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0
=
16.00
152.0
b il e 2280 T m/z 77.00  68.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 UL
16.00
510 m/z 182.00  50.08%
270 | A 1260 1520 |
O‘\\\\“\\\\‘\\\‘\‘\\\\‘\\\\’\\\\‘\\\‘\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester

105.0
T
77.0 16.00
5000 ITI/Z 51.00 29.89%
51.0
ol 210l o
LA L B B N A I
mlz--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone ey
105.0 16.00
183.0 m/z 181.00 8.55%
77.0 '
5000 51.0
o I A 127.0 1540 |
R o e B L B B o
m/z--> 200 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57711.D

Acqg On : 14 Jun 2023 17:15
Operator : CG/JU

Sample : 03141-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.205 3.87 ng 124692  Phenanthrene-di10 17.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2573 (18.205 min): BG057711.D\data.ms (-2568) (- | m/z 60.00 100.00%

60.0
5000
129.0
. . T “

18.00 18.50
0" m/z 73.00 96.41%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0

18.00 18.50
m/z 43.00 89.70%

’ 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0

7
18.00 18.50
5000 129.0 m/z 57.00 80.46%

171.0
214.0
150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance 126202: Pentadecanoic acid 7 —
43.0 73.0 18.00 18.50

m/z 55.00 71.12%

5000
129.0 242.0
‘ ‘ 199.0
I ‘ ‘ I ‘ HM‘ ?\‘ Wl 7l O\ ‘

O‘H‘H‘wﬁﬁw‘u"H‘_‘H_‘H‘HH‘HMWH‘W‘H‘_H‘ﬂ‘H‘

7 7
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00 18.50

o

3+
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57711.D

Acqg On : 14 Jun 2023 17:15

Operator : CG/JU

Sample : 03141-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Dodecane, 2-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.738  2.04ng 62743 Chrysene-di2 21.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 Cl32s 001560-97-0 86

2 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 64
3 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64
5 Heptacosane 380 C27H56 000593-49-7 58
Abundance Scan 3004 (20.738 min): BG057711.D\data.ms (-3001) (- | m/z 57.00 100.00%
57.0
—— —
| 0 l4101759 21922530 207 2050 2190
0— ‘w‘ﬂ‘WNuh‘ﬂ‘h‘f“‘ o m/z 71.05 57.81%
m/z--> 0 50 100 150 200 250
Abundance #59045: Dodecane, 2-methyl-
43.0
5000 —r— —
85.0 20.50 21.00
141.0 m/z 43.00 56.44%
02‘0\ \“‘\ ‘\““\ w‘ il h“ \“\‘\ 1“‘ T 9-8\4\0‘ L B e
miz--> 0 50 100 150 200 250
Abundance #45502: Decane, 2,4-dimethyl-
43.0
—— —
20.50 21.00
5000 ITI/Z 85.00 43.09%
85.0
ol byl p2ro
miz--> 0 50 100 150 200 250
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester P —
57.0 20.50 21.00
m/z 41.00 18.46%
5000
113.0
oL
m/z--> 0 50 100 150 200 250 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57711.D

Acqg On : 14 Jun 2023 17:15
Operator : CG/JU

Sample : 03141-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Cyclohexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.231 7.98 ng 245564  Chrysene-di12 21.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 95
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 92
3 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 91
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 91

Abundance Scan 3088 (21.231 min): BG057711.D\data.ms (-3083) (- | m/z 57.00 100.00%

57.0
5000
97.0

40.1
— L4 L 1401 1801 2259 2950 4300 72.54%
miz--> 50 100 150 200 250 300
Abundance #104594: Cyclohexadecane

m/z 55.00 51.24%

=i
39.0 224.0
T LI “ \“\ “} ‘“ T ]\-8\]-.\0“ T \‘ L ‘ T T T T ‘ L
m/z--> 50 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
53.0

5
5000
L\

o

.0
97.0
éﬂod 21.50
. . \H\’
100

5000 97.0 m/z 71.05  41.86%
20 ) ||| | 190 1620 om50 200
mlz--> 50 100 150 200 250 300
Abundance #173738: Cyclohexadecane, 1,2-diethyl- 7 —
43.0 21.00 21.50

m/z 83.00 36.65%

97.0 280.0
5000
39.0
§ F | 1810 2230

O‘H““‘ b — —
m/z--> 50 100 150 200 250 300 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57711.D

Acqg On : 14 Jun 2023 17:15
Operator : CG/JU

Sample : 03141-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.778 4.35 ng 133960  Chrysene-di12 21.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Heptadecane 240 C17H36 000629-78-7 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 80
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 3181 (21.778 min): BGO57711.D\data.ms (-3176) (- | m/z 57.00 100.00%
57.0
99. 2150 22,00
1410 2170 ' . :
0l \“‘,‘h‘ o w‘ SORT50 SHR2910 8020 h/, 43.00  64.64%
miz-> 50 100 150 200 250 300
Abundance #158599: Nonadecane
57.0
5000 —r ——
21.50 22.00
268.0 m/z 71.00 54.60%
‘ h \ 10 1830 2250
O \ \ T \ ’ H‘ H‘ H \ T \ } “ “ \“ T “ T \‘\ T ‘ T ‘! T T ‘ T
miz--> 100 150 200 250 300
Abundance #123959: Heptadecane
57.0
—— —
21.50 22.00
5000 m/z 85.00 42.72%
99.0
— ‘,‘ L e e
miz--> 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo- T T
57.0 21.50 22.00
m/z 55.00  19.27%
o WWMWWJ\MWNNV
‘ 990 1550 197.0
0Lt | it —r —r
m/z--> 50 100 150 200 250 300 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57711.D

Acqg On : 14 Jun 2023 17:15
Operator : CG/JU

Sample : 03141-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.383 6.41 ng 197115  Chrysene-di12 21.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 3284 (22.383 min): BG057711.D\data.ms (-3279) (- m/z 57.00 100.00%

57.0
5000
22‘06 éZ‘Sd
141 0 . :
O+ ‘L‘ 1 ‘”‘ J“ 401831225.1267.0 3411 m/z 43.00 59.06%
m/z--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ——
22.00 22.50
m/z 71.00 53.52%
ol L H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 0 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
— ——
22.00 22.50
5000 m/z 85.00 39.34%

9.0
h‘ | | ;141.0183.0225.0267.0  338.0

o

EE

R e e
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0 22.00 22.50
m/z 55.00 24.54%
h W
9.0
0 15@1 il H I h‘ | 141 01783 0225.0 296.0
e e T e — —
m/z--> 0 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57711.D

Acqg On : 14 Jun 2023 17:15
Operator : CG/JU

Sample : 03141-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.070 4.61 ng 141876  Chrysene-di12 21.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 80
Abundance Scan 3401 (23.070 min): BGO57711.D\data.ms (-3396) (- | m/z 57.00 100.00%
57.0
%9 0 23.00 |
41. 1 :
- ‘L ““ Ll Jerd 2000 2831 L, 43.00  60.73%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 —— :
23.00
m/z 71.00 56.65%
ol ‘ || ‘\ ] }41 0183.0225.0267.0 323.0 380.(
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo-
57.0
T T
23.00
5000 m/z 85.00 34.88%
9.0 155.0 225.0
R U Tt S —
m/z--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane ——
57.0 23.00
m/z 55.00  21.25%
o WWJW}xNVwN¢\MWAWwWMMW
90 169.0
olso Ll T ase -
m/z--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57711.D

Acqg On : 14 Jun 2023 17:15
Operator : CG/JU

Sample : 03141-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.863 7.11 ng 216579  Perylene-di2 24.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
Abundance Scan 3536 (23.863 min): BG057711.D\data.ms (-3530) (- | m/z 57.00 100.00%
57.0
2350  24.00
141.1 : :
0 m‘w‘wh‘ u“u“‘ L aere 281 m/z 71.00 59.38%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — e
23.50 24.00
m/z 43.00 57.26%
ol ‘ uy ‘\ ] 141 0183.0225.0267.0 323.0 380.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
— ——
23.50 24.00
5000 m/z 85.00 43.87%
9.0
0 L] |14 1410183.02250267.0  338.0
A A e e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane “ ——
57.0 23.50 24.00
m/z 55.00 21.38%
oLl L H | 141 0183.0225.0 281.0 337.0 394.
e ““““““““““““““““‘ — —
m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57711.D

Acqg On : 14 Jun 2023 17:15

Operator : CG/JU

Sample : 03141-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Eicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
25.932 3.82 ng 116264  Perylene-di2 24.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 81
2 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 72
3 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 72
4 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 64
5 Tetracosane 338 C24H50 000646-31-1 64

Abundance Scan 3888 (25.932 min): BG057711.D\data.ms (-3884) (- | m/z 57.00 100.00%
57.0
5000 mmMMMWMw/\/\MWMwwW
113.0 2600
M L 1] 1700 2251 266.0 341.2 26.00
0 “MW‘N‘WNVQWMJ‘WuJwwpwﬂh““MWMi 1 m/z 43.00 52.52%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 T
26.00
m/z 71.00 52.30%
99.0
0 \‘ “ ‘H\ Il M‘ | ;!.4‘1(‘) 1830 225.0 282.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #170573: Sulfurous acid, butyl decyl ester
57.0
——
26.00
5000 m/z 85.00 42 .95%
99.0 141.0
ol Ly 200 w0
m/z--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo- —
57.0 26.00
m/z 41.00 20.54%
5000
99.0
oLl Ll B gm0 -
m/z--> 50 100 150 200 250 300 350 26.00

8270-BG061323.M Thu Jun 15 10:20:12 2023

Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe61423\
Data File : BG®57711.D

Acqg On : 14 Jun 2023 17:15
Operator : CG/JU

Sample : 03141-01

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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... 3.141 14.0 ng 227399 1 7.941 324334 20.0
2-Pentanone, 4-... 5.056 2.1 ng 34060 1 7.941 324334 20.0
Benzophenone 15.926 4.6 ng 131269 3 14.574 575992 20.0
n-Hexadecanoic ... 18.205 3.9 ng 124692 4 17.312 644831 20.0
Dodecane, 2-met... 20.738 2.0 ng 62743 5 21.572 615268 20.0
Cyclohexadecane 21.231 8.0 ng 245564 5 21.572 615268 20.0
Nonadecane 21.778 4.3 ng 133960 5 21.572 615268 20.0
Octacosane 22.383 6.4 ng 197115 5 21.572 615268 20.0
Heptacosane 23.070 4.6 ng 141876 5 21.572 615268 20.0
Tetracosane 23.863 7.1 ng 216579 6 24.733 609152 20.0
Eicosane 25.932 3.8 ng 116264 6 24.733 609152 20.0
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