LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55654.D

Acqg On : 16 Nov 2022 19:42
Operator : CG/JU

Sample : N5607-11

Misc :

ALS Vvial : 15 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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55654.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.363 337 343 351 rBV 84154 129573 6.38% 1.009%
2 5.779 417 424 436 rBV 503750 809196 39.85% 6.304%
3 7.389 690 698 710 rBV 568157 968987 47.72%  7.549%
4 8.253 836 845 853 rBV 149103 253229 12.47% 1.973%
5 9.422 1034 1044 1052 rBV 346089 606930 29.89% 4.728%

6 10.826 1276 1283 1296 rBV 34298 66848 3.29% 0.521%
7 11.079 1318 1326 1333 rBV 215281 393318 19.37% 3.064%
8 13.500 1729 1738 1746 rBV 940807 1456525 71.72% 11.347%
9

13.664 1760 1766 1774 rBV3 15764 24600 1.21% ©0.192%
10 14.152 1843 1849 1854 rBV2 101549 154418 7.60% 1.203%
11 14.716 1941 1945 1948 rVB 20377 25859 1.27% 0.201%
12 14.763 1948 1953 1957 rVB2 26437 38379 1.89% ©.299%
13 14.875 1964 1972 1978 rBV 370878 581629 28.64% 4.531%
14 16.150 2183 2189 2195 rBV3 19191 27718 1.36% 0.216%
15 16.349 2216 2223 2235 rBV 738857 1147884 56.53%  8.943%
16 17.613 2432 2438 2444 rBV 458999 698773 34.41%  5.444%
17 18.253 2543 2547 2552 rBV 19067 22001 1.08% 0.171%
18 18.353 2558 2564 2571 rBV6 9919 23960 1.18% ©.187%
19 18.418 2571 2575 2580 rBV 27765 42204 2.08% ©.329%
20 18.470 2580 2584 2596 rVV 145159 229018 11.28% 1.784%
21 18.764 2630 2634 2640 rBV3 14348 22766 1.12% ©0.177%
22 19.587 2771 2774 2777 rBv4 13885 21975 1.08% 0.171%
23 19.646 2777 2784 2791 rVWV 56753 120040 5.91% ©.935%
24 19.734 2795 2799 2810 rVB 65799 108218 5.33% 0.843%
25 20.010 2841 2846 2851 rVB 39245 65043 3.20% ©.507%
26 20.198 2872 2878 2885 rBV 1513032 2030751 100.00% 15.821%
27 20.486 2925 2927 2933 rVB5 17180 23221 1.14% ©0.181%
28 20.668 2955 2958 2966 rVB3 27395 42918 2.11% ©.334%
29 20.844 2983 2988 2992 rBV 236915 329720 16.24%  2.569%
30 20.879 2992 2994 3003 rVB2 71065 109893 5.41% ©0.856%
31 20.991 3010 3013 3016 rVB2 18966 21697 1.07% ©0.169%
32 21.520 3098 3103 3118 rBV3 66618 170698 8.41% 1.330%
33 21.772 3141 3146 3153 rVB 95896 137224 6.76% 1.069%
34 21.908 3162 3169 3176 rBV 456115 812108 39.99% 6.327%
35 22.736 3305 3310 3319 rBv4 56042 123092 6.06% ©.959%

36 25.321 3740 3750 3761 rBV2 268835 830109 40.88% 6.467%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55654.D

Acqg On : 16 Nov 2022 19:42
Operator : CG/JU

Sample : N5607-11

Misc

ALS Vvial : 15 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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 26.555 3954 3960 3971 rVB2 57129 165550 8.15%  1.290%

Sum of corrected areas: 12836072
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55654.D

Acq On : 16 Nov 2022 19:42

Operator : CG/JU

Sample : N5607-11

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BG055654.D\data.ms

7.389
5.779

9.422

11.079
8.253

5.303 10.826

! :

Time-->

350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BG055654.D\data.ms

20.198

13.500

16.349

21.908
17.613

14.875
20.844

18.470

g 7oe 50010202

22.73

79 21.5%7
14.152 '9%1

mwm 16.15 18;

18.664

0
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

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BG055654.D\data.ms

25.321

26.555
WMHWM%

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\BG111622\
Data File : BG@55654.D

Acq On : 16 Nov 2022 19:42
Operator : CG/JU

Sample : N5607-11

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.303 10.23 ng 129573 1,4-Dichlorobenzene-d4 8.253

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 343 (5.303 min): BG055654.D\data.ms (-337) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ 83.0 5.00 5.20 5.40 5.60
Ol S m/z 59.00  60.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B AL I B
59.0 5.00 5.20 5.40 5.60
m/z 101.00 17.14%
O\\\‘\\\\‘\\\‘?‘T‘-\-\O\\“ui\\‘\\‘}\’\\\\‘\\\\?%;9\’\\\]-\0‘]\-.\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
G
57.0 5.00 5.20 5.40 5.60
5000 m/z 58.00 14.78%
20.0 101.0
O il T30 850 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- e
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.48%
5000
41.0 101.0
ol 280, 20l TR0 B2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55654.D

Acq On : 16 Nov 2022 19:42
Operator : CG/JU

Sample : N5607-11

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.826 3.40 ng 66848  Naphthalene-d8 11.079
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 80
2 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 64
3 2-Heptanol, 3-methyl- 130 C8H180 031367-46-1 64
4 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 56
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
Abundance Scan 1283 (10.826 min): BG055654.D\data.ms (-1276) (- | m/z 57.00 100.00%
57.0
5000
41.0 /{
— ety
| ‘ 75‘~° 1001 1300 10.50 11.00
ol il TR B0 s 45,00 97.99%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — -
29.0 10.50 11.00
75.0 m/z 41.00 36.43%
0 T \‘H“\‘ T “‘H‘\ \‘! ‘UH\ \‘1“\“ \“\‘ \er(f:‘).\Owlwlwel‘Owlw\?’iz.\o‘ T
miz—-> 20 40 60 80 100 120 140
Abundance #81996: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
/\MMA‘ e GELT Y
10.50 11.00
5000 m/z 56.00 19.03%
89.0
29.0 ‘
72.
O T O
m/z--> 20 40 60 80 100 120 140
Abundance #15716: 2-Heptanol, 3-methyl- — A ‘
45.0 10.50 11.00
m/z 75.00 14.38%
5000
84.0
290 ‘ 112.0
S 7T N Y S B B | N
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55654.D

Acq On : 16 Nov 2022 19:42
Operator : CG/JU

Sample : N5607-11

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Longifolene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.152 5.31 ng 154418  Acenaphthene-di0 14.875
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Longifolene 204 C15H24 000475-20-7 99
2 (3R,4aS,5R)-4a,5-Dimethyl-3-(pro... 204 C15H24 024741-64-8 95
3 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 010219-75-7 95
4 Naphthalene, 1,2,3,5,6,7,8,8a-0oc... 204 C15H24 004630-07-3 95
5 Spiro[5.5]undec-2-ene, 3,7,7-tri... 204 C15H24 018431-82-8 89
Abundance Scan 1849 (14.152 min): BG055654.D\data.ms (-1843) (- | m/z 91.00 100.00%
91.0 161.1
189.1
5000
PN R Y
| ‘ ‘ ‘ 14.00 14.50
0 e m/z 161018 98.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80100: Longifolene
91.0
161.0
5000 B—— ‘ \A
189.0 14.00 14.50
m/z 105.00 92.18%
0-
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80430: (3R,4aS,5R)-4a,5-Dimethyl-3-(prop-1-en-2-yl)-1,
161.0
oy g A
119.0 14.00 14.50

41.0
5000

67.0 204.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #80518: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di [\A i — s }‘\ L

161.0 14.00 14.50
41.0 93.0 m/z 40.95 71.25%
5000 119.0 204.0
67.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55654.D

Acq On : 16 Nov 2022 19:42
Operator : CG/JU

Sample : N5607-11

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.470 6.55 ng 229018 Phenanthrene-die 17.613
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2584 (18.470 min): BG055654.D\data.ms (-2580) (- | m/z 43.00 100.00%

43.0 73.0
5000
129.0
213.1

—
| 171.1 256.1 18.50
ym—F m/z 73.00  99.55%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 RN
129.0 18.50
213.0 m/z 60.00 92.08%
‘ H ‘ 171.0 ‘
01‘4‘0 ‘\\ ‘“ Il M\ w“\‘\‘\‘\hh“\ \M it H‘w\ | “‘ “‘ “‘u\‘ A h‘ . “ ——
miz—-> 50 100 150 200 250
Abundance #92063: Tridecanoic acid
73.
43.0 0
R
18.50
5000 129.0 m/Z 55.00 76.02%

171.0
‘ ‘ ‘ 214.0
‘ ‘M h! \‘HM‘ ”‘H\“ i - ‘h“ b | - “ : e
m/z--> 50 100 150 200 250
Abundance

oLl

#126199: Pentadecanoic acid T
43.0 73.0 18.50
m/z 57.05 74.89%

5000 129.0
199.0 2420
L‘ m ‘H‘n ‘ “HM‘“‘ nh\‘\‘ ;\u‘\ ol ‘ 167, 1 ‘ \ ‘

ol A 14 VNS S
miz--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55654.D

Acq On : 16 Nov 2022 19:42
Operator : CG/JU

Sample : N5607-11

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.645 3.44 ng 120040  Phenanthrene-di0 17.613
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Fluoranthene 202 C16H1e 000206-44-0 93
2 Pyrene 202 CleH1ie 000129-00-0 90
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 76
4 7H-Furo[3,2-g][1]benzopyran-7-on... 202 C11H604 002009-24-7 47
5 2-Butenamide, 3-methyl-N-1H-puri... 217 C1@H11N50 021589-34-4 47
Abundance Scan 2784 (19.645 min): BG055654.D\data.ms (-2777) (- | m/z 202.00 100.00%
202.0
5000
55.0 101.0 iQSd édod
: ' 150.0 ‘ ' :
bt ot e 3200 “Mw o 2630 m/z 200.00  23.57%
miz--> 50 100 150 200 250
Abundance #78088: Fluoranthene
202.0
5000 \A\‘\\Ar\\\‘\
19.50 20.00
m/z 203.00 17.96%
101.0
0 63.0 . | 150.0 i
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #78086: Pyrene
202.0
WY L
19.50 20.00
5000 ITI/Z 201.00 15.75%
101.0
0 63.0 Il \H 1590 I M‘H
‘ e —
miz--> 50 100 150 200 250
Abundance  #78094: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- e
202.0 19.50 20.00
m/z 101.00 10.95%
5000
101.
olso st 1910 w00 | o by
m/z--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55654.D

Acq On : 16 Nov 2022 19:42
Operator : CG/JU

Sample : N5607-11

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.734 3.10 ng 108218 Phenanthrene-di0 17.613
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 52

Abundance Scan 2799 (19.734 min): BG055654.D\data.ms (-2795) (- | m/z 43.05 100.00%

43.0 730
5000
128.9 185.1 241.2

L 19.50 20.00
i m/z 73.00  86.09%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0

o

5000 o —
129.0 19.50 20.00

m/z 60.00 78.51%

185.0 2410 284.(

01
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510:n—Hexadecanok:add

19.50 20.00
5000 1290 m/Z 57 . 60 77 . 8900
’ 171.0 213.0 256.0

O+

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #109281: Tetradecanoic acid —— —
73.0 19.50 20.00

m/z 55.00 70.98%

43.0
5000
129.0
185.0 228.0

‘ 7
m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55654.D

Acq On : 16 Nov 2022 19:42
Operator : CG/JU

Sample : N5607-11

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.844 8.12 ng 329720  Chrysene-d12 21.908
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 99
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 91
3 Pisiferol 302 C20H3002 024035-36-7 46
4 13-Isopropylpodocarpen-12-0l-20-al 300 C20H2802 024035-37-8 43

5 Silane, dimethyl(2-chloro-5-meth... 286 C14H23C102Si  1000347-54-6 41

Abundance Scan 2988 (20.844 min): BG055654. D\data ms (-2983) (- | m/z 271.15 100.00%

175.1 71.1
5000
69.0

[
115.0 15.1 2050 21.00
0 35 m/z 175.10 96.88%
m/z--> 50 100 150 200 250 300 350
Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0
5000
20.50 21.00

69.0 m/z 201.05 72.61%

. 133. ‘ 15 0
O' : ‘\h“ “‘ " T T \‘ “\ - T ‘\ ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #234893: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
271.0

175.0 2050 2100
5000 m/z 189.10 37.41%
43.0
328.0
Lo ] e ||

ol ‘ m\ (s ‘m‘m MMH I \\‘ e A

m/z--> 50 100 150 200 250 300 350
Abundance #202315: Pisiferol s T
271.0 20.50 21.00

m/z 286.15 34.73%

5000
189.0
69.0
145.0 ‘2290
0 ?J;? . ‘107 04 i \‘ Ll ‘ L

m/z--> 50 100 150 200 250 300 350 2050 2100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55654.D

Acq On : 16 Nov 2022 19:42
Operator : CG/JU

Sample : N5607-11

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 unknown20.879 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.879 2.71 ng 109893  Chrysene-d12 21.908
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Podocarpa-6,8,11,13-tetraen-12-0... 326 C22H3002 022160-86-7 32
2 3-Methoxy-5-naphthoic acid 202 C12H1e03 007498-58-0 22
3 5-Methyl-1-phenylpyrazole-4-carb... 202 C11H10N202 091138-00-0 15
4 5-Ethyl-4,7-dihydro-2-methyl-7-o0... 202 C1@H10N40 903195-75-5 14

5 4-Chloro-1- trlpropy1511yloxybenzene 284 C15H25C10Si 1000307-84-1 11

Abundance Scan 2994 (20.879 min): BG055654.D\data.ms (-2992) (- | m/z 202.10 100.00%
202.1
5000 159.0 284.1 Jth
43.0 bty T
91.0 20.50 21.00
\\“\ i \H \I\ 355.! )
o ulli L1 9990wz 213,05 70.44%
m/z--> 50 100 150 200 250 300 350
Abundance #232306: Podocarpa-6,8,11,13-tetraen-12-ol, 13-isopropy
202.0 284.0
5000
326.0 20.50 21.00
m/z 199.10 70.10%
O,
m/z--> 50 100 150 200 250 300 350
Abundance #77699: 3-Methoxy-5-naphthoic acid
202.0
20.50 21.00
5000 ITI/Z 200.05 44 .66%
159.0
630 0 | 1]
ob—— i L L
m/z--> 50 100 150 200 250 300 350
Abundance #77519: 5-Methyl-1-phenylpyrazole-4-carboxylic acid
202.0 20.50 21.00
m/z 284.10 44 .02%
77.0
5000
157.0
oL ‘“‘ J‘u \\ “H\u‘d“ hh \m‘u\‘ ‘?‘h ‘H“‘ - “ e
m/z--> 5 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55654.D

Acq On : 16 Nov 2022 19:42
Operator : CG/JU

Sample : N5607-11

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.520 4.20 ng 170698  Chrysene-d12 21.908
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexadecane 224 C1éH32 000295-65-8 94
2 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 87
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 74
5 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H3403 016742-51-1 70
Abundance Scan 3103 (21.520 min): BG055654.D\data.ms (-3098) (- | m/z 57.00 100.00%
57.0
2000 \/\/M\A
125 181 2150 |
57.
ok dlbhlbyp o 3570 w/z 43.00  79.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104594: Cyclohexadecane
55.0
5000 —— :
21.50
50 m/z 55.00 65.21%
LT, 7200
O TTT ‘HH‘H\4’"\H\‘\H\‘HH’\\H‘\H\‘HH’HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #265841: Oxalic acid, hexadecyl propyl ester
43.0
T 7 \
21.50
5000 m/z 69.05 49, 89%
F.O 269.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T ‘
57.0 21.50
m/z 83.00 48.55%
5000
5.0 252.0
REI. \ 369.0 648.!
‘H‘_H‘_H‘VH‘_Hw‘Hw‘HW‘HW‘HWH‘WH‘WH‘WH‘W‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55654.D

Acq On : 16 Nov 2022 19:42
Operator : CG/JU

Sample : N5607-11

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Naphthalene, 6,7-diethyl-1,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.736 3.03 ng 123092  Chrysene-di12 21.908
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 6,7-diethyl-1,2,3,4... 244 C18H28 055741-10-1 56
2 Tetralin, 6-acetyl-8-isopropyl-2... 244 C17H240 1000155-43-5 46
3 Ethanone, 1-(2,3-dihydro-1,1,2,3... 244 C17H240 015323-35-0 46
4 N-(7-Chloro-2-phenazinyl)acetamide 271 C14H10C1N30 023677-13-6 43
5 10H-Phenothiazine, 3-methoxy- 229 C13H11NOS 001771-19-3 42

Abundance Scan 3310 (22.736 min): BG055654.D\data.ms (-3305) (- | m/z 229.05 100.00%

229.1
5000 57.0 2711
159.0 e

PESpusy
“ Fgo ‘ ‘ 314.1 22.50 23.00
\ ‘wH‘ m‘}w m}‘hu L \H“\ M‘\L \ ‘Mu ‘}‘\“uid\h”}hH\\‘u\m‘w‘\‘d‘ “U\\\;m‘ nhm‘\‘

0L “mhﬁ“ﬂ“3??' m/z 271.16  49.29%
m/z--> 50 100 150 200 250 300 350
Abundance #128643: Naphthalene, 6,7-diethyl-1,2,3,4-tetrahydro-1,1
229.0
5000 ST WV\M/\‘N
22.50 23.00

m/z 57.05 49.01%

29‘-0 91.0128.0 187.0 ‘

0L+ ‘\h ‘”\ =t T L ““hhw‘h\h \M\ ‘{‘ T \“ LB B e e

m/z--> 50 100 150 200 250 300 350

Abundance  #128608: Tetralin, 6-acetyl-8-isopropyl-2,5-dimethyl-
229.0

7
22.50 23.00

5000 43.0 m/z 43.00 34.56%
159 L1 ‘ W\’\www
0 — \‘\‘H“ ‘\“\‘H‘\ ‘M\‘\“‘w“ ‘\H ‘\‘HH T
m/z--> 50 100 150 200 250 300 350
Abundance #128615: Ethanone, 1-(2,3-dihydro-1,1,2,3,3,6-hexameth — P
229.0 22.50 23.00

m/z 71.10  33.00%

5000
43.0
910 141.0 187.0

o e — —
miz--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55654.D

Acq On : 16 Nov 2022 19:42
Operator : CG/JU

Sample : N5607-11

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.555 3.99 ng 165550  Perylene-di12 25.321
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 3960 (26.555 min): BG055654.D\data.ms (-3954) (- | m/z 57.05 100.00%
57.0
o0 26.50 |
5.0 :
0 ““u“‘M$WH‘W“““‘w‘wwgg%Pp??éQ“ “§?§l m/z 43.05 59.29%
m/z--> 0 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 —— :
26.50
9.0 m/z 71.05 57.48%
O ‘1\ \d\ \ ‘“ “ \“‘\ ““ \“‘ \%\4}‘(‘)\ ]\_8\3\0‘ T \2\4?‘0\ L ‘ T 1T ‘ T
miz--> 100 150 200 250 300 350
Abundance #158611: Octadecane, 2-methyl-
57.0
U \
26.50
5000 m/z 85.05 43.04%
. 225.0
141
o2 LLLLL] 0w a0
m/z--> 0 100 150 200 250 300 350
Abundance #158598: Nonadecane — ‘
57.0 26.50
m/z 55.00 25.89%
h vww\mvw/\/ﬁw
o LU moas0  aeo -
m/z--> 0 50 100 150 200 250 300 350 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55654.D

Acqg On : 16 Nov 2022 19:42
Operator : CG/JU

Sample : N5607-11

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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|
2-Pentanone, 4-... 5.303 10.2 ng 129573 1  8.253 253229 20.0
Ethanol, 2-(2-b... 10.826 3.4 ng 66848 2 11.079 393318 20.0
Longifolene 14.152 5.3 ng 154418 3 14.875 581629 20.0
n-Hexadecanoic ... 18.470 6.5 ng 229018 4 17.613 698773 20.0
Benzene, 1,1'-(... 19.645 3.4 ng 120040 4 17.613 698773 20.0
Octadecanoic acid 19.734 3.1 ng 108218 4 17.613 698773 20.0
2-Phenanthrenol... 20.844 8.1 ng 329720 5 21.908 812108 20.0
unknown20.879 20.879 2.7 ng 109893 5 21.908 812108 20.0
Cyclohexadecane 21.520 4.2 ng 170698 5 21.908 812108 20.0
Naphthalene, 6,... 22.736 3.0 ng 123092 5 21.908 812108 20.0
Heptadecane 26.555 4.0 ng 165550 6 25.321 830109 20.0
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