LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021121\
Data File : BGO48141.D

Acqg On : 11 Feb 2021 18:33

Operator : CG/JU

Sample : M1388-01 :
Misc : NAB-210209-MNT-BP25

ALS vial : 6 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-BG021021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@48141.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.659 388 395 402 rBV 437459 695484 14.11%  3.509%
2 7.251 659 666 677 rVB 264670 496416 10.07% 2.504%
3 8.103 804 811 817 rBV 163868 275703 5.60%  1.391%
4 9.266 1001 1009 1018 rBV 625547 1106760 22.46% 5.584%
5 9.419 1025 1035 1044 rBV3 54107 99055 2.01% 0.500%

6 10.676 1243 1249 1260 rBV2 26182 54328 1 0
7 10.917 1282 1290 1297 rBV 211753 377650 7 1
8 11.704 1417 1424 1435 rBV2 82462 174510 3.54% ©.880%
9 13.350 1697 1704 1713 rVB 1714965 2638110 53. 3
10 14.166 1839 1843 1853 rVB 57914 100182 2.03% ©
11 14.724 1929 1938 1944 rBV 409718 626643 12.72%  3.161%
12 15.130 2002 2007 2017 rBV3 45404 93031 1.89% 0.469%
13 16.211 2184 2191 2200 rBV 1668343 2587895 52.52% 13.056%
14 17.468 2398 2405 2411 rBV 555724 843203 17.11%  4.254%
15 18.261 2536 2540 2544 rVB2 35593 50286 1.02% ©

16 18.355 2550 2556 2571 rBV 612389 1061640 21.55% 5.356%
17 19.613 2766 2770 2784 rBV 393455 675540 13.71%  3.408%
18 20.071 2841 2848 2857 rBV 3852436 4927295 100.00% 24.858%
19 21.370 3064 3069 3079 rBV 328650 596671 12.11% 3.010%
20 21.734 3125 3131 3139 rVB 622859 998064 20.26% 5.035%

21 22.921 3329 3333 3340 rVB3 63475 123299 2.50% ©0.622%

22 23.250 3384 3389 3396 rVB4 37814 66725 1.35% 0.337%

23 24.066 3523 3528 3535 rVB4 38968 78389 1.59% 0.395%
1 5.

24 25.001 3677 3687 3701 rVB2 348948 1074747 21.81%

Sum of corrected areas: 19821626
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021121\
Data File : BGO48141.D

Acq On : 11 Feb 2021 18:33

Operator : CG/JU

Sample : M1388-01 :
Misc : NAB-210209-MNT-BP25

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG048141.D\data.ms
3500000
3000000
2500000
2000000
1500000
1000000

9.266

500000 5.659
7.251 10.917

8'1k03 419 10.67 11.704
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\7\/\‘\\\\‘\\\\‘\/hi\‘\\\\‘\\\\‘\\\\’\\\\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG048141.D\data.ms

20.071
3500000

3000000
2500000
2000000

13.350 16.211
1500000

1000000
17.468 18.355 21.734
500000 14.724 19.613 21.370

14.166 A 15.130 18.2p1

e B R A e =

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 TIC: BG048141.D\data.ms

3500000
3000000
2500000
2000000
1500000
1000000

500000 25.001
9288.250 24.066

0‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG021121\
Data File : BGO48141.D

Acq On : 11 Feb 2021 18:33

Operator : CG/JU

Sample : M1388-01 :
Misc : NAB-210209-MNT-BP25

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 1 unknown9.419 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.419 7.19 ng 99055 1,4-Dichlorobenzene-d4 8.103

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Piperazinecarboxaldehyde 114 C5H10N20 007755-92-2 35
2 4-Piperidinemethanamine 114 C6H14N2 007144-05-0 30
3 Cyclohexanol, 2-methyl-, cis- 114 C7H140 007443-70-1 25
4 6-Hepten-1-o0l, 3-methyl- 128 C8H160 004048-32-2 22
5 Cyclooctyl alcohol 128 C8H160 000696-71-9 22

Abundance Scan 1035 (9.419 min): BG048141.D\data.ms (-1025) (-) m/z 57.10 100.00%

21.0 57.1
5000
98.0
H H 114.2 9.00 9.20 9.40 9.60 9.80
\\\‘\\\\‘\\\\‘\\\\‘}\\\\“‘\‘\\‘\\\‘\\\\‘\‘\‘\‘\‘\\\\“\\\\‘\M\‘\\ m/z 41.05 82.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7108: 1-Piperazinecarboxaldehyde
56.0
69.0
5000 28.0 9.00 9.20 9.40 9.60 9.80
V420 85.0 114.0 . . .40 9. .
m/z 43.05 72.56%
15.0 ‘ ‘
\\\‘\\‘\\‘\\}‘\‘\\\\i‘\‘\‘\\‘\\‘ 1i\\\\i\\\\‘\‘\l‘\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7352: 4-Piperidinemethanamine
56.0
R R AL
9.00 9.20 9.40 9.60 9.80
5000 42.0 69.0 m/z 56.10  67.77%
84.0
‘ ‘ 97.0 1140
S O | O Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7589: Cyclohexanol, 2-methyl-, cis-
57.0 81.0 9.00 9.20 9.40 9.60 9.80
96.0 m/z 55.05 58.13%
5000
41.0
m ‘ 114.0
S S 0 D
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 9.00 9.20 9.40 9.60 9.80

8270-BGO21021.M Fri Feb 12 ©7:52:59 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021121\
Data File : BGO48141.D

Acq On : 11 Feb 2021 18:33

Operator : CG/JU

Sample : M1388-01 :
Misc : NAB-210209-MNT-BP25

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.676 2.88 ng 54328 Naphthalene-d8 10.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 59
2 2-Propanol, 1-(2-butoxyethoxy)- 176 CSH2003 000124-16-3 56
3 2-Propanol, 1-(2-methylpropoxy)- 132 C7H1602 023436-19-3 45
4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C1OH2204 000143-22-6 42
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 42

Abundance Scan 1249 (10.676 min): BG048141.D\data.ms (-1243) (- 57.10 100.00%

57.1
5000
87.1

10.50 11.00
1311 1813 2200 281
“““““‘ e S T m/z 45.18 87.59%

miz--> 50 100 150 200 250
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000

10.50 11.00
m/z 41.10 52.58%

27,0 87.0
UL 0
miz--> 50 100 150 200 250
Abundance #43033: 2-Propanol, 1-(2-butoxyethoxy)-
57.0

10 50 11 00
5000 m/z 75.00 24.45%
87.0
27,0
Ll BPeo
miz--> 50 100 150 200 250
Abundance #14458: 2-Propanol, 1-(2-methylpropoxy)-
57.0 10 50 11 00

m/z 87.10  24.09%

5000
87.0
ul, ]
1 ‘ I Hu \h \ 1310

m/z--> 50 100 150 200 250 10 50 11 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021121\

Data File : BGO48141.D

Acq On : 11 Feb 2021 18:33

Operator : CG/JU

Sample : M1388-01 g
Misc : NAB-210209-MNT-BP25

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST11.L
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 Nonanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.704 9.24 ng 174510 Naphthalene-d8 10.917
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Nonanoic acid
2 Hexanoic acid
3 Heptanoic acid
4 Octanoic acid
5 Propanedioic acid, propyl- 146 C6H1004

158 C9H1802
116 C6H1202
130 C7H1402
144 C8H1602

Abundance Scan 1424 (11.704 min): BG048141.D\data.ms (-1417) (-

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

000112-05-0 91
000142-62-1 52
000111-14-8 47
000124-07-2 45
000616-62-6 43

m/z 60.00 100.00%

m/z-->

60.0
41.0
115.0
‘ ‘ ‘ 87.1 ‘ 1150 1200
SRR “‘ bl T R R 1 A ey T O P
20 40 60 80 100 120 140 160
#30180: Nonanoic acid
60.0
41.0
o SIS
11.50 12.00
115.0 m/z 41.05 59.75%
87.0 ‘
\].\5\.(‘)\‘!‘\ T “\H“\‘\ “ ‘\ T H“i‘\ TT \ ’ T \‘\ T ‘ T \]\-5\8‘\0\ T
20 40 60 80 100 120 140 160
#8068: Hexanoic acid
60.0
1150 1200
m/z 57.10  59.60%
41.0 870
o )yl a0
20 40 60 80 100 120 140 160
#13417: Heptanoic acid B oy
60.0 11.50 12.00
m/z 55.05 48.09%
41,0 87.0
18,0 \H . 11301310 A
e R B Lokl AL
20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021121\
Data File : BGO48141.D

Acq On : 11 Feb 2021 18:33

Operator : CG/JU

Sample : M1388-01 :
Misc : NAB-210209-MNT-BP25

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Undecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.130 2.97 ng 93031  Acenaphthene-d10 14.724
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 86
2 Dodecanoic acid 200 C12H2402 000143-07-7 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2007 (15.130 min): BG048141.D\data.ms (-2002) (-  m/z 73.10 100.00%

731
431
5000
129.2 il

7 15 00 15 50
S “‘\‘ HHM‘HH“H \m‘ u‘ I L ! }lm\ : ngg — 2‘66‘8‘ , m/z 60.00 85.55%
m/z--> 50 100 150 200 250
Abundance #50051: Undecanoic acid
60.0
5000
15.00 15.50
29.0 129.0 m/z 43.10 66.29%
‘ ‘ F ‘ 186.0
. “‘ U\‘M‘ HH h ‘H . ‘H\‘ . ‘\‘ . “‘ I A
m/z-> 100 150 200 250
Abundance #61117: Dodecanoic acid
73.0
43.0 P -
15.00 15.50
5000 m/z 55.10 61.33%
129.0
200.0
. ‘\‘ U“ ‘H‘d‘ H‘U \H“‘\ ‘h‘ — \}\‘1‘5%9 — . —
m/z-> 50 100 150 200 250
Abundance #84452: Tetradecanoic acid — —
73.0 15.00 15.50
43.0 m/z 41.05 53.01%
5000 129.0
185.0
|
. “‘ W ‘HH h“ il “‘H\L M\‘ ul “ ‘ L, \“ e \‘ — ‘\‘ —— e e
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021121\
Data File : BGO48141.D

Acq On : 11 Feb 2021 18:33

Operator : CG/JU

Sample : M1388-01 :
Misc : NAB-210209-MNT-BP25

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.355 25.18 ng 1061640 Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 2556 (18.355 min): BG048141.D\data.ms (-2550) (-  m/z 73.00 100.00%
3.0

5000
129.1 213.2
171. 1

o

—
256.1 18.00 18.50

““‘,“ bl “ [l dn l 3850 ., 4310 82.66%
miz-> 100 150 200 250 300 350

Abundance #107549: n-Hexadecanoic acid

5000 129.0 T 1
18.00 18.50
m/z 59.95 81.35%

%

171.0 213.0 256.0

m/z--> 100 150 200 250 300 350
Abundance #72646: Tridecanoic acid
73.0
— e
18.00 18.50
5000 m/Z 41.10 71.81%
9.0
‘ 17102140
\\»»‘mh\w,_\\ \
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid !

[ T
73.0 18.00 18.50

m/z 55.10 69.01%

5000 129.0

1
)

™ HWW“,“ e “““J“‘ﬂ“““““‘ ‘ ]

T
m/z--> 50 100 150 200 250 300 350 18.00 18.50

B
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021121\
Data File : BGO48141.D

Acq On : 11 Feb 2021 18:33

Operator : CG/JU

Sample : M1388-01 :
Misc : NAB-210209-MNT-BP25

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.613 13.54 ng 675540 Chrysene-d12 21.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 2770 (19.613 min): BG048141.D\data.ms (-2766) (- m/z 43.10 100.00%

43.1
5000 129.1
83.0 1851 2412
P o
‘ 28‘4-3 19.50 20.00
T \H‘ ‘\‘““‘\“1 ‘\“‘\ \“\‘\ “‘H\“\ \"‘\\ Ty T \\35‘5\ m/Z 72.95 97.98%
miz--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0
5000 1290 U U
3.0 19.50 20.00
1850 5q o 2800 m/z 60.10  84.06%
, ““ H‘ m‘\‘ﬂh“w \““\‘ ‘L “\‘ “ ‘\‘\‘ “\ ’\‘ , T
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
P P
19.50 20.00
5000 1290 m/z 57.10  75.61%
171.0 213.0 256.0
LT
miz--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid e P
73.0 19.50 20.00
m/z 55.05 74.74%
5000 129.0
29.0
‘ 199.0 242.0
ITT TP OV NN o A—— PNA—
m/z--> 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\BG021121\
Data File : BGO48141.D

Acq On : 11 Feb 2021 18:33

Operator : CG/JU

Sample : M1388-01 :
Misc : NAB-210209-MNT-BP25

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.370 11.96 ng 596671 Chrysene-d12 21.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 98
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 97
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
4 Behenic alcohol 326 C22H460 000661-19-8 94

5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94

Abundance Scan 3069 (21.370 min): BG048141.D\data.ms (-3064) (- m/ 43.10 100.00%

431
97.0
5000

21 00 21 50

H‘ ‘HH“\H.\‘\\\\.‘HH‘\.H\‘\H.\ 55.10 98.87%

hh%5 1 2242 2820 3547 429
miz--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
53.0
5000
21 00 21 50

11.0
57.10  95.12%

L)L) 1670 2200
! \ u I
\\\\‘ \\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57.0

2100 2150
5000 m/z 83.10 91.62%
11.0
Jm70:m402&“)
m/z--> 55 100 150 200 250 360 3%0 460
Abundance #127769: 5-Eicosene, (E)- = —
55.0 2100 21.50

69.10  84.40%

5000
11.0
N h“m“h‘1670 2230 2800

m/z--> 50 100 150 200 250 300 350 400 21. 00 21 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021121\
Data File : BGO48141.D

Acq On : 11 Feb 2021 18:33

Operator : CG/JU

Sample : M1388-01 :
Misc : NAB-210209-MNT-BP25

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 8 Isophthalic acid, di(4-octy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

22.921 2.47 ng 123299 Chrysene-d12 21.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isophthalic acid, di(4-octyl) ester 390 C24H3804 1000344-04-3 58
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 53
3 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 53
4 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 53
5 Terephthalic acid, 4-chloro-3-me... 402 C23H27Cl04 1000323-70-4 27

Abundance Scan 3333 (22.921 min): BG048141.D\data.ms (-3329) (- m/z 70.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021121\
Data File : BG0O48141.D

Acqg On : 11 Feb 2021 18:33
Operator : CG/JU

Sample : M1388-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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|
unknown9.419 9.419 7.2 ng 99055 1 8.103 275703 20.0
Ethanol, 2-(2-b... 10.676 2.9 ng 54328 2 10.917 377650 20.0
Nonanoic acid 11.704 9.2 ng 174510 2 10.917 377650 20.0
Undecanoic acid 15.130 3.0 ng 93031 3 14.724 626643 20.0
n-Hexadecanoic ... 18.355 25.2 ng 1061640 4 17.468 843203 20.0
Octadecanoic acid 19.613 13.5 ng 675540 5 21.734 998064 20.0
Cyclohexadecane 21.370 12.0 ng 596671 5 21.734 998064 20.0
Isophthalic aci... 22.921 2.5 ng 123299 5 21.734 998064 20.0
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