LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 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-BG061121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49134.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.150 14 19 29 rVW2 46877 96150 5.99% 0.869%
2 3.233 29 33 37 rvB2 11475 17863 1.11% 0.162%
3 5.183 359 365 372 rBV2 11752 18902 1.18% 0.171%
4 5.653 438 445 453 rBV 301501 502836 31.30% 4.547%
5 7.251 708 717 727 rBV 309894 556876 34.67% 5.035%
6 8.103 854 862 868 rBV 110922 187458 11.67%  1.695%
7 9.267 1052 1060 1069 rBV 211682 382512 23.81%  3.459%
8 10.683 1295 1301 1310 rBvV2 25325 48830 3.04% 0.442%
9 10.924 1334 1342 1350 rVB 141283 255732 15.92% 2.312%
10 13.362 1750 1757 1767 rBV 570422 906542 56.44% 8.197%
11 14.743 1981 1992 1999 rBV 240681 392806 24.45% 552%
12 15.536 2120 2127 2131 rBV7 10970 20179 1.26% 182%
13 15.988 2195 2204 2211 rBV2 33231 61758 3.84%

14 16.229 2238 2245 2251 rBV 546369 835460 52.01%
15 16.464 2279 2285 2290 rBV 116830 170977 10.64%
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16 17.293 2420 2426 2431 rBV 195385 294378 18.33%

2.
17 17.492 2454 2460 2466 rBV 340762 549295 34.20% 4.967%
18 17.898 2526 2529 2534 rVB2 74068 96383 6.00% 0.871%
19 18.368 2606 2609 2612 rBV5 32438 43320 2.70% ©0.392%
20 18.620 2650 2652 2658 rVB5 44245 54933 3.42% 0.497%

21 19.837 2855 2859 2869 rVB3 169869 387906 24.15%
22 20.095 2898 2903 2911 rVB 1246057 1606302 100.00% 14.524%
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23 20.976 3046 3053 3064 rVB2 163339 453979 28.26% 4.105%
24 21.411 3122 3127 3135 rVV3 53016 124768 7.77% 1.128%
25 21.488 3136 3140 3146 rVB 74917 114167 7.11% 1.032%

26 21.658 3165 3169 3176 rVB2 31668 52074  3.24%
27 21.776 3183 3189 3196 rVB 338369 570414 35.51%
28 22.157 3246 3254 3265 rVB2 148428 433515 26.99%
29 23.309 3447 3450 3458 rVB5 24937 59167 3.68%
30 23.556 3480 3492 3509 rVB3 108035 457705 28.49%
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31 24.149 3588 3593 3599 rVB6 28332 63034 3.92%
32 25.095 3744 3754 3768 rBV2 207504 687542 42.80%
33 25.289 3774 3787 3798 rVB5 59128 274888 17.11%
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34 26.311 3953 3961 3970 rBV5 27072 78449  4.88% 709%
35 26.482 3978 3990 3992 rBV5 43932 135781  8.45% 228%
36 27.739 4195 4204 4213 rVB5 19078 66597 4.15% 0.602%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc

ALS vial : 4 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-BG061121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 11059478
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Jun 2021 14:00
: CG/JU
: M2886-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
BGO49134.D

: 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance
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800000

600000

400000

200000

o

Time-->
Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BG049134.D\data.ms

5.653 7.251

9.267
8.103 10.924

4293 5.183 10.68

350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

TIC: BG049134.D\data.ms

20.095

13.362 16.229

14.743

= O

Time-->
Abundance

1200000

1000000

800000

600000

400000

200000

3.00 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
TIC: BG049134.D\data.ms

25.095

23.556
23.30 24.149 5289 26261482 27.739

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.183 2.02 ng 18902 1,4-Dichlorobenzene-d4 8.103

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-hydroxy-2-methyl-4-heptanone 144 C8H1602 054862-91-8 33
3 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 25
4 2-Pentanone, 5-hydroxy- 102 C5H1002 001071-73-4 16
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 365 (5.183 min): BG049134.D\data.ms (-359) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 L L
iy 831 1342 4.80 5.00 5.20 5.40 5.60
Ot e e e e e e m/z 59.10 52.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\4’\\
59.0 4.80 5.00 5.20 5.40 5.60
m/z 58.10  28.90%
15.0 101.0
wl ol | 83.0 |
O \H‘HH‘H\\‘\\H‘HH‘HH‘H\\‘\\H‘\‘H\’\\H‘HH’HH‘HH’HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #20926: 2-hydroxy-2-methyl-4-heptanone
43.0
R RAR R
59.0 4.80 5.00 5.20 5.40 5.60
5000 m/z 101.10 21.04%
27.0 86.0 129.0
S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)- “H““H“‘h‘_“‘,‘
59.0 4.80 5.00 5.20 5.40 5.60
m/z 42.10 12.14%
5000 101.0
42.0
27.0 116.0
: wo | |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.683 3.82 ng 48830 Naphthalene-d8 10.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
2 2-Heptanol 116 C7H160 000543-49-7 47
3 15-Crown-5 220 C10eH2005 033100-27-5 45
4 Acetaldehyde, di-sec-butyl acetal 174 C10H2202 005314-41-0 45
5 12-Crown-4 176 C8H1604 000294-93-9 45

Abundance Scan 1301 (10.683 min): BG049134.D\data.ms (-1295) (- m/z 45.05 100.00%

45.Q
5000
T ‘ T T A ‘A T
9.2 10.50 11.00
Pl \
0— N R R R m/z 57.20 99.32%
m/z--> 50 100 150 200 250 300 350
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
51.0
5000
10.50 11.00
m/z 41.20 46.12%
O' “M“ \‘h“\]‘ﬂ\o}(‘).\o\ 1\-4\4‘.()\ LI ‘ L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #8314: 2-Heptanol
43.0
10.50 11.00
5000 ITI/Z 75.10 15.67%
83.0
o‘MM‘MMm‘_m"m_m‘HH_
m/z--> 50 100 150 200 250 300 350
Abundance #76813: 15-Crown-5 . . ‘A
45.0 10.50 11.00
m/z 55.20 15.65%
5000
89.0
L
I A i b B
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Pentadecane, 2,6,10-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.988 3.14 ng 61758  Acenaphthene-die 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 80
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 59
3 Octacosane 394 C28H58 000630-02-4 59
4 Octadecane 254 C18H38 000593-45-3 59
5 Octadecane, 6-methyl- 268 C19H40 010544-96-4 59

Abundance Scan 2204 (15.988 min): BG049134.D\data.ms (-2195) (- m/z 57.15 100.00%
57.1

e
fg 2 1692 16.00
0l m“ ) it R m/z 43.15 48.05%
mlz--> 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 T
16.00
m/z 71.10 46.09%
O T \“\ \ ‘ “ % \‘\1\4\]_‘()\1\8\3\0‘\\2\39‘0\ T ‘ T T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0
P
16.00
5000 ITI/Z 41.15 29.56%
113.0
183.0
oLy L1, 20 a0
miz--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane 7
57.0 16.00
m/z 85.10 22.78%
5000
LU o0mso 20 sst0 s
“““ L A 0 e o e L A e
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Pentadecane, 2,6,10,14-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.464 6.23 ng 170977  Phenanthrene-die 17.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 86
2 Tridecane 184 C13H28 000629-50-5 72
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
5 Hexadecane 226 C16H34 000544-76-3 59

Abundance Scan 2285 (16.464 min): BG049134.D\data.ms (-2279) (- m/z 57.20 100.00%
57.2

2

5000
85.2
113.2
16.50
183.3
Obrrrretbrslh gl Ly A93LFT 2173 2535 m/z 71.15  66.28%
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 1
16.50
80 150 m/z 43.20  62.72%
29.0 183.0
0 \‘ h\ N \ “ 1550 \‘ 225.0253.0
‘H\\‘\H‘\\H‘HH‘H\\‘\H\‘\\H‘H\\‘\H\‘\H\‘\\H‘H\\‘\H\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #48831: Tridecane
57.0
P
16.50
5000 ITI/Z 41.15 31.84%
29.0 85.0
0 “ | i “ 11301410 184.0
P T S e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #71411: Dodecane, 2,6,11-trimethyl- ——
57.0 16.50
m/z 55.20 28.84%
5000
85.0
29.0
oL b ‘ 1130141,0169.0197.0
e e e e e e e e —r
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\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.293 10.72 ng 294378  Phenanthrene-die 17.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 87
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86

Abundance Scan 2426 (17.293 min): BG049134.D\data.ms (-2420) (- m/z 57.15 100.00%

57.1
5000
0.2 7os 170
ol d Ll 1912 183222182583 n.0 7106 57.63%
miz--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57.0
5000 S o
17.00 17.50
m/z 43.20 55.80%
99.0
ol L LI 1410 1630 2250 2670 38
LI ‘ T T ‘ T \ \ T ‘ T T T T ‘ T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— —
17.00 17.50
5000 m/z 85.20  34.86%
0 Ll H\ A \‘ u‘ 10 183.0 239.0 296.0
— — =
miz--> 50 100 150 200 250 300
Abundance #59889: Tridecane, 2-methyl- T —
57.0 17.00 17.50
m/z 41.10 29.59%
| 990 1550
ol bl 12080 —— ——
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Decane, 2,3,8-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.898 3.51 ng 96383  Phenanthrene-d10 17.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 64
2 Undecane, 6-ethyl- 184 C13H28 017312-60-6 64
3 Heptacosane 380 C27H56 000593-49-7 64
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 53
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 53

Abundance Scan 2529 (17.898 min): BG049134.D\data.ms (-2526) (-  m/z 57.15 100.00%
57.1

5000 MMM
9.2 17‘56 5.8‘06
il 5022284 2073 ' ' ;
o 1L bl ST M m/z 71.20 81.66%
m/z--> 50 100 150 200 250 300 350
Abundance #48895: Decane, 2,3,8-trimethyl-
57.0
5000 “ ——
17.50 18.00
‘ ‘ ‘ 111.0 m/z 43.20 73.51%
O\‘\\‘h\\‘\“‘\“1“\\}"\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 100 150 200 250 300 350
Abundance #48842: Undecane, 6-ethyl-
57.0
— ——
17.50 18.00
5000 ITI/Z 55.20 47 .08%
112.0
‘ ‘ ‘ ‘ 1540
0 “w‘ A S
m/z--> 100 150 200 250 300 350
Abundance #202662: Heptacosane “ T
57.0 17.50 18.00
m/z 85.20 33.80%
5000
9.0
ol L h | o |, 141.0183.0225.0267.0 323.0 380.(
P e e e T T T — ——
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.620 2.00 ng 54933  Phenanthrene-d10 17.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 62
2 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 59
3 Tetradecane 198 C14H30 000629-59-4 58
4 4-Dodecanone, 1l-methyl- 198 C13H260 029366-35-6 53
5 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 50
Abundance Scan 2652 (18.620 min): BG049134.D\data.ms (-2650) (-  m/z 43.15 100.00%
431
85.2
5000
119.1 173.1 1 RN
O Wt 126 9551
oL HHWJW ﬂwﬂmwdummHM\md‘w\\un\wMuM\‘ m/z 71.20 95.51%
miz--> 50 150 200 250
Abundance #83027:Hexadecane
57.0
5000 —r ——
18.50 19.00
m/z 57.10 79.66%
99.0
014-0“‘ 1| i1 HH\ H\ H‘ 1 1410 183.0 2260
T T T T ‘ T T T \ \ ’ T T T T ‘ T T \ T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester
43.0
—— —
18.50 19.00
5000 m/z 85.20 57.90%
85.0
oL L L]y p0 18002030
m/z--> 50 100 150 200 250
Abundance #59881: Tetradecane T —
57.0 18.50 19.00
m/z 55.10 46.24%
5000
L0 aa0 o
o‘”u‘wuwnw”,””_”‘,”” e e
mlz--> 100 150 200 250 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Octadecane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.837 13.60 ng 387906 Chrysene-d12 21.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 90
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 86
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80

Abundance Scan 2859 (19.837 min): BG049134.D\data.ms (-2855) (-  m/z 43.15 100.00%

X

5000 5.2
141.1 19.50 20.00
207.2 266 1
(S | 4 “‘ gl EOEL SORU 3084 3950 57,00 97.97%
m/z--> 0 50 100 150 200 250 300 350
Abundance #117649: Octadecane, 2-methyl-
57.0
5000 — ——

19.50 20.00
m/z 71.20 57.94%

9.0 225.0
O ‘. L ‘\ ‘\ ‘ ‘ h‘ \h‘\ ““ \“ \J‘-\4\%L“O\ ]‘\.8\ T ‘ T \“ L ‘2\6\8 \()\ ‘ T 1T ‘ T
m/z--> 0 50 100 150 200 250 300 350
Abundance #117637: Nonadecane

N

o
4]
!
o

19.50 20.00
5000 m/z 85.20 43.78%
o LU mosese  meo
m/z--> 0 50 100 150 200 250 300 350
Abundance #59896: Tridecane, 2-methyl- — T
57.0 19.50 20.00
m/z 55.10 36.89%
- WWWJ\WW
%g 0 155.0
oz ULyl o
m/z--> 0 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Octacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.977 15.92 ng 453979 Chrysene-d12 21.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 83

Abundance Scan 3053 (20.976 min): BG049134.D\data.ms (-3046) (- m/z 57.20 100.00%
57.2

> “v”vrwaMx/\mevaWﬂ«w
——
‘ | | 1532, 197.3 253.3 306.6 355.1402. 2100
ol bbb L 700, 20900 S00.0 9002402 7z 43,15 71.29%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 LN
21.00
m/z 71.15 51.91%
ol L 1 1130 169.0 2250 281.0 337.0 394.0
’\\\\‘ \\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
——
21.00
5000 ITI/Z 85.15 46.41%
oL L1 2690 2250 2m10 3380
miz--> 0 50 100 150 200 250 300 350 400
Abundance #141430: Eicosane, 2-methyl- ——
57.0 21.00
m/z 55.20 25.25%
w NWNW%AMWMJ\MMMNAMWAN
253.0
130
oo L[ LT 0 T ere -
m/z--> 0 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 3-Octadecene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.411 4.37 ng 124768 Chrysene-d12 21.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 91
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 89
3 Cyclopentadecane 210 C15H30 000295-48-7 83
4 1-Docosene 308 C22H44 001599-67-3 80
5 1-Octadecene 252 C18H36 000112-88-9 76
Abundance Scan 3127 (21.411 min): BG049134.D\data.ms (-3122) (- m/z 57.15 100.00%
7.1
97.2
5000
3 2150
154.3192.1 282.1 ‘ .
0— “ ‘\\ ‘\‘ ‘H\M H‘ u\‘hh LI H‘ Wm \\\ 1 u . \Pm i - ‘3‘4‘0" m/z 55.10 88.52%
miz--> 50 100 150 200 250 300
Abundance #104188: 3-Octadecene, (E)-
69.0
5000 ﬁfsd
29.0 :
110 m/z 43.15  87.84%
0 \“\ ‘1 “\“ ‘H “‘ “‘ “ %54\0\ \1\96‘(\)\ \2\5“2\0\ LA B
m/z--> 50 100 200 250 300
Abundance #104186.5—Octadecene,(Ey
55.0
——
21.50
5000 970 m/z 83.15 65.00%
ARRIVIRURETI VI I
miz--> 50 100 150 200 250 300
Abundance #69584: Cyclopentadecane T
55.0 21.50
m/z 69.20 55.69%
- | MM
210.0
0 ““‘ ‘ ‘M“ ‘L ‘Jﬂ‘w"u S — —
m/z--> 50 100 150 200 250 300 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 unknown21.488 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.488 4.00 ng 114167 Chrysene-d12 21.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutyl phenyl ketone 160 C11H120 005407-98-7 46
2 Benzoic acid, 3,5-difluophenyl e... 234 C13H8F202 1000357-79-5 46
3 1-Propanone, 3-chloro-1-phenyl- 168 C9HIC10 000936-59-4 43
4 N-Benzoyl derivative of m-fluoro... 215 C13H10FNO 001629-15-8 43
5 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 43

Abundance Scan 3140 (21.488 min): BG049134.D\data.ms (-3136) (-  m/z 105.10 100.00%

105.1
149.1
5000
51.1 or'len
21.50
207.1 2811 )
bbb e SR T 3983400 g 149,05 69.65%
miz--> 50 100 150 200 250 300 350 400
Abundance #30821: Cyclobutyl phenyl ketone
105.0
5000 T

21.50
m/z 77.10 49.76%

51.0
O \\‘“\‘\}“‘\\‘\\‘\\\\]-‘6\0.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #88962: Benzoic acid, 3,5-difluophenyl ester
105.0
e
21.50
5000 ITI/Z 51.10 15.90%
51.0
0 | . | 1510 234.0
R B R
miz--> 50 100 150 200 250 300 350 400
Abundance #37435: 1-Propanone, 3-chloro-1-phenyl-
105.0 21.50
m/z 106.10 9.06%
5000
51.0
Y P ..
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Tetratetracontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.157 15.20 ng 433515 Chrysene-d12 21.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 3254 (22.157 min): BG049134.D\data.ms (-3246) (- m/z 57.20 100.00%
57.2

-

5000
‘ 2200 22'50
141.2 : :
o dbllii02082 2054 a28e 4315 70.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
5000 U U
22.00 22.50
m/z 71.15 51.38%
ol L |1 }£7.9197.0 281.0  394.0
‘\H\‘\\\\‘H\f‘\\\\’\\\\‘\H\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5 =
22.00 22.50
5000 m/z 85.20 41.23%

1 || £27:0197.0267.0337.0407.0 491.0562.0

|

=

Ot e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane T T
57.0 22.00 22.50
m/z 55.10  28.19%
5000

-

oL 1L} 170197.0267.0 3670
LT AT 0260 3670 - v

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
23.309 2.07 ng 59167 Chrysene-d12 21.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 55
2 7,7-Diethylheptadecane 296 C21H44 1000360-41-5 43
3 Docosane, 11-decyl- 451 C32H66 055401-55-3 43
4 Octadecane, 1-iodo- 380 C18H371 000629-93-6 38
5 Boric acid, ethyl-, didecyl ester 354 C22H47B02 1000152-34-4 38

Abundance Scan 3450 (23.309 min): BG049134.D\data.ms (-3447) (- m/z 57.15 100.00%
57.1

133 1 282 ‘ T T ‘ T
‘ ‘ ‘ 327.2 429 23.00 23.50
ol W {11} AT J‘ ‘“‘ UM L myz 43.10 83.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000 — ——
23.00 23.50
m/z 71.15  56.01%
13.
O \}‘\ ‘\‘ “ o \‘\Jw‘ \“\‘\ ‘%\6‘\9-\()\ ‘2\2\5\.\0‘ \2\8\2\.(‘)\ T ‘ LI ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #141435: 7,7-Diethylheptadecane
57.0
— 0
23.00 23.50
5000 m/z 85.15 42.42%
‘ 13 0 1a00 267.0
0 H““J“JJ‘Jhw““““NH“““““W““
m/z--> 50 100 150 200 250 300 350 400
Abundance #227195: Docosane, 11-decyl- T T
57.0 23.00 23.50
m/z 69.10 36.29%
h wwﬁww%mewwAM¢Mj\{kvwww
13.0
0 | h}\ ‘ \‘ I | 16\9 9 . 225 0 ?:o|9 0 364.0
L S LRI e e B A e B — ——
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.556 13.31 ng 457705 Perylene-di2 25.089
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octadecane 254 C18H38 000593-45-3 87
3 Eicosane 282 C20H42 000112-95-8 83
4 Octacosane 394 (C28H58 000630-02-4 76
5 Tetratetracontane 619 C44H90 007098-22-8 76
Abundance Scan 3492 (23.556 min): BG049134.D\data.ms (-3480) (- m/z 57.15 100.00%
57.1
o JJL
23.50 |
2092 :
0 m‘m ‘1‘ ay “ 4 ;512‘ L 2%e3sLA | 420 ) 4310 62.02%
mlz--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 —— :
23.50
m/z 71.15 56.48%
13.
O T ‘\ ‘ \“h‘ \h‘\l“ \h\\“\ : :‘L‘\G\g\()\ ‘2\2\5\ \()‘ T \2\9\5‘ 9\ T \:‘36\7\ \0\ ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57.0
T
23.50
5000 m/z 85.15 48.58%
\ ‘ | ]1 \0 169.0 2540
(o QREE I D N M i it S
miz--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane A
57.0 23.50
m/z 55.15 25.37%
B WMJ\W
]330 169.0 2250 2820
O S R T —
m/z--> 50 100 150 200 250 300 350 400 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

25.289 8.00 ng 274888 Perylene-di2 25.089
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexatriacontane 507 C36H74 000630-06-8 87
3 Tetracosane 338 (C24H50 000646-31-1 86
4 5,5,7,7-Tetraethylundecane 268 C19H40 1000360-42-0 86
5 Octacosane 394 (C28H58 000630-02-4 86

Abundance Scan 3787 (25.289 min): BG049134.D\data.ms (-3774) (- m/z 57.20 100.00%
571.2

%

5000
13.2 25.00 25.50
197.3
0 H‘J‘u“Jﬁ‘w\w"m‘ww‘ﬂwu\‘Z?JZ‘?H‘3‘5“7"2“‘1"1‘5“2‘_”” m/z 43.20 75.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71394: Pentadecane
57.0
5000 L T
25.00 25.50
m/z 71.10 53.13%
113.0 212.0
O \\L\‘\‘\'\\‘\“\‘\‘\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
57.0
T T
25.00 25.50
5000 m/z 85.20 45.35%
13.0
0 | } ]11 || 169.0225.0281.0337.0393.0449.0 506.(
ik ‘H“H“‘“‘“H“H‘,H“““w“u“u“u
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175556: Tetracosane e —
57.0 25.00 25.50
m/z 55.15 24.16%
- WWWMW
0 \‘ | [T 169.0225.0281.0338.0
A A A e et e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.00 25.50

8270-BG061121.M Wed Jun 30 15:15:01 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Heptadecane, 2,6,10,15-tetr... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
26.311 2.28 ng 78449 Perylene-di2 25.089
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
2 Heneicosane 296 C21H44 000629-94-7 70
3 Nonadecane 268 C19H40 000629-92-5 58
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 52
5 Eicosane 282 C20H42 000112-95-8 52

Abundance Scan 3961 (26.311 min): BG049134.D\data.ms (-3953) (- m/z 57.10 100.00%

57.1
5000
— ——
1271 207.195,5 3272 429 26.00 26.50
0 Lrrrgh m/z 71.15 69.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — ——
26.00 26.50
m/z 43.20 67.66%
O h‘\“‘\J“ \J\‘\ \“\1\8\3\0!23\9‘0\\2\9\6‘\0\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57.0
— ——
26.00 26.50
5000 m/z 85.10 38.99%
13.0
L9 1080 0 me
(o ‘“MJ‘WJ‘ kMw‘mu““““““‘H“““
m/z--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane T T
57.0 26.00 26.50
m/z 55.10 35.49%
5000
268.0
‘ ﬁlSO 169.0
LI O O A S ————
m/z--> 50 100 150 200 250 300 350 400 26.00 26.50

8270-BG061121.M Wed Jun 30 15:15:02 2021 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 .gamma.-Sitosterol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.482 3.95 ng 135781 Perylene-di2 25.089
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 70
2 I-22,23-Dihydrostigmasterol 414 C29H500 1000214-82-6 30
3 Stigmastan-3-en-6-o0l 414 C29H500 1000214-19-7 25
4 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 17
5 .beta.-Sitosterol 414 C29H500 000083-46-5 14

Abundance Scan 3990 (26.482 min): BG049134.D\data.ms (-3978) (-  m/z 43.15 100.00%

I WM
5000
931 213.2

145.2
2811 329.3 381.3 1
‘ ‘ | ‘ 26.50
ob+dy J‘,““M‘,M‘J,"HHH, L m/z ss.10  73.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 5.0 —r
145.0 414.( 26.50

2130 303.0 m/z 57.15 45.51%

oL ’M“ ’ :
m/z--> 50 100 150 200 250 300 350 400
Abundance #217439: 1-22,23-Dihydrostigmasterol
43.0

—
26.50

5000 m/z 93.10 38.93%
95.0
399.0
ol Ll 50 2130 o730  3se0 [
m/z--> 50 100 150 200 250 300 350 400 LﬂﬂMMA ﬂ MP‘WM
Abundance #217436: Stigmastan-3-en-6-ol ' M‘ i
43.0 26.50

m/z 95.05  38.40%

5000
‘ 95.0 399.0
0 ‘\’\m‘ ‘H lm‘ ‘H“\\" LMN \\J\‘H ‘\Mh ‘%\6%9 2‘1?9 273.0 34\6\ ‘\‘\ \‘ M

m/z--> 50 100 150 200 250 300 350 400 26.50

8270-BG061121.M Wed Jun 30 15:15:03 2021 Page: 20



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062921\
Data File : BGO49134.D

Acqg On : 29 Jun 2021 14:00
Operator : CG/JU

Sample : M2886-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.183 2.0 ng 18902 1 8.103 187458 20.0
Ethanol, 2-(2-b... 10.683 3.8 ng 48830 2 10.924 255732 20.0
Pentadecane, 2,... 15.988 3.1 ng 61758 3 14.743 392806 20.0
Pentadecane, 2,... 16.464 6.2 ng 170977 4 17.492 549295 20.0
Tetracosane 17.293 10.7 ng 294378 4 17.492 549295 20.0
Decane, 2,3,8-t... 17.898 3.5 ng 96383 4 17.492 549295 20.0
Hexadecane 18.620 2.0 ng 54933 4 17.492 549295 120.0
Octadecane, 2-m... 19.837 13.6 ng 387906 5 21.776 570414 20.0
Octacosane 20.977 15.9 ng 453979 5 21.776 570414 20.0
3-Octadecene, (E)- 21.411 4.4 ng 124768 5 21.776 570414 20.0
unknown21.488 21.488 4.0 ng 114167 5 21.776 570414 20.0
Tetratetracontane 22.157 15.2 ng 433515 5 21.776 570414 20.0
Eicosane 23.309 2.1 ng 59167 5 21.776 570414 20.0
Hexacosane 23.556 13.3 ng 457705 6 25.089 687542 20.0
Pentadecane 25.289 8.0 ng 274888 6 25.089 687542 20.0
Heptadecane, 2,... 26.311 2.3 ng 78449 6 25.089 687542 20.0
.gamma.-Sitosterol 26.482 4.0 ng 135781 6 25.089 687542 20.0
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