LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@11521\
Data File : BP0O@4591.D

Acqg On : 15 Jan 2021 23:26
Operator : CG/JU

Sample : M1146-01

Misc :

ALS Vvial : 13  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_P\METHODS\8270E-BP011221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@4591.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.398 369 376 391 rBV 2838525 4382598 42.03% 7.630%
2 6.493 555 562 568 rVB 167952 257234 2.47% 0.448%
3 6.981 634 645 665 rBV 2681168 4615293 44.26% 8.036%
4 7.398 710 716 730 rBV 210954 361563 3.47% 0.630%
5 7.804 777 785 793 rBV 629309 1015205 9.74% 1.768%

6 8.963 967 982 1000 rBV 1677087 2899067 27.80% 5.048%
7 10.598 1249 1260 1273 rBV 835844 1459633 14.00% 2.541%
8 13.069 1673 1680 1698 rBV 4889697 7351892 70.50% 12.800%
9 13.351 1721 1728 1736 rBV 1140068 1809500 17.35%  3.150%
10 13.904 1815 1822 1833 rBV 549879 823796  7.90%  1.434%

11 14.451 1908 1915 1929 rVB2 1313265 2068068 19.83% 3.601%
12 15.580 2101 2107 2126 rBV 880153 1275085 12.23%  2.220%
13 15.951 2163 2170 2191 rBV 4105609 6106739 58.56% 10.632%
14 17.216 2378 2385 2396 rBV 1776786 2530486 24.27% 4.406%
15 17.521 2432 2437 2447 rBV 189171 287143 2.75%  ©.500%

16 18.110 2532 2537 2547 rBV 486882 786086  7.54%  1.369%
17 18.939 2673 2678 2686 rBV 395531 647636  6.21% 1.128%
18 19.245 2726 2730 2734 rVB 363568 402870 3.86% ©.701%
19 19.345 2742 2747 2757 rBV 313060 541121 5.19% 0.942%

20 19.780 2815 2821 2831 rBV 8682254 10428037 100.00% 18.156%

21 20.051 2863 2867 2870 rBV 145935 210534  2.02% ©.367%
22 21.015 3027 3031 3038 rBv2 315319 448183 4.30% 0.780%
23 21.080 3039 3042 3049 rVB 111010 142729 1.37% 0.249%
24 21.309 3076 3081 3092 rBV 2465901 3068170 29.42%  5.342%
25 21.898 3178 3181 3187 rBV 93046 112014 1.07% ©.195%
26 22.380 3260 3263 3271 rVB 152118 214642 2.06% 0.374%

27 23.656 3473 3480 3494 rVB2 1653688 3190348 30.59% 5.555%

Sum of corrected areas: 57435672
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BPO@4591.D

Acqg On : 15 Jan 2021 23:26
Operator : CG/JU

Sample : M1146-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP004591.D\data.ms
8000000
7000000
6000000
5000000
4000000
3000000 5.398 6.981
2000000 8.963
1000000 7.804 10.598

6.493 7.398

0\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP004591.D\data.ms

19.y80
8000000

7000000
6000000
5000000 13.069

15.951
4000000
3000000

2000000 17.216
13.351 14.451

15.580
1000000 ( 13.904 18ﬁffl, 18.930.8455

17.521 20.051
4N S L s A A M
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP004591.D\data.ms

8000000

7000000

6000000

5000000

4000000

3000000 21.309

2000000

1000000

21.898 22.380

0\ T T ‘ T T ‘ L ‘ T T ’ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ L ‘ T
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BPO@4591.D

Acqg On : 15 Jan 2021 23:26
Operator : CG/JU

Sample : M1146-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.493 5.07 ng 257234  1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 907785-70-8 95
2 .alpha.-Pinene 136 C1OH16 000080-56-8 94
3 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 91

4 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 90
5 trans-.beta.-0cimene 136 C1@H16 003779-61-1 87

Abundance Scan 562 (6.493 min): BP004591.D\data.ms (-555) (-) m/z 93.00 100.00%

93.0
5000

6.20 6.40 6.60 6.80
o bidbLL, 1909 283.1 355.1414.94728532.9 . o1 o5 45.88%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #15854: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0

o

5000 TTTTTT T[ T T[T i T rrrT
6.20 6.40 6.60 6.80
V m/z 91.95  38.47%
O ‘ TTT \l !‘h \‘“\ L ““\ ‘1\ \\\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15705: .alpha.-Pinene
93.0

6.20 6.40 6.60 6.80
5000 m/z 77.00  29.66%

Ty V\

0t e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15870: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- COETTTT T ‘rﬁTJ
93.0 6.20 6.40 6.60 6.80

m/z 78.95 24.78%

5000

27.“} v
ok Hutl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BPO@4591.D

Acqg On : 15 Jan 2021 23:26
Operator : CG/JU

Sample : M1146-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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-ethoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.398 7.12 ng 361563 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 59
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 50
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
Abundance Scan 716 (7.398 min): BP004591.D\data.ms (-710) (-) m/z 45.05 100.00%
45.0
5000 /L
REREEREEE e S
104.1 7.00 7.20 7.40 7.60 7.80
ol d o7 2070 2810 35484146 5031 ./, 59,00  40.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 B BN L R B
7.00 7.20 7.40 7.60 7.80
m/z 72.00  29.73%
‘ 104.0
O‘\H\J!#‘L‘\\\[“\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32644: Diethyl carbitol
45.0
Ramas e A RARE
7.00 7.20 7.40 7.60 7.80
5000 m/z 73.00 19.44%
“ 103.0
O H e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44467: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- P TR
45.0 7.00 7.20 7.40 7.60 7.80
m/z 43.00 14.66%
5000
103.0
0 M“ “ “ﬁ IPJ

N B e e o o e RBEEAEEEREnEmEe [T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60 7.80

8270E-BPO11221.M Mon Jan 18 14:43:06 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BPO@4591.D

Acqg On : 15 Jan 2021 23:26
Operator : CG/JU

Sample : M1146-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.351 17.50 ng 1809500  Acenaphthene-d10 14.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 68
2 Cyclohexanol, 3,3,5-trimethyl- 142 CSH180 000116-02-9 47
3 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C1@H160 070987-81-4 43
4 Ethanone, 1-(1,3-dimethyl-3-cycl... 152 C10H160 051733-68-7 43
5 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C1@H160 043219-68-7 40

Abundance Scan 1728 (13.351 min): BP004591.D\data.ms (-1721) (- m/z 109.05 100.00%

43,0 109.1
5000
‘ ’ ‘ 69.1 13. OO 13 50
o bbb by TV 2411 354.9417.04752 B49. /7 43 00  86.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000
13. OO 13 50
m/z 151.05 72.05%
W ’ 69.0
O‘\\‘L\\fﬂ\\lu\l\\”[hf‘f“\A\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20031: Cyclohexanol, 3,3,5-trimethyl-
109.0
13 00 13.50

41.0

\MNJ T T T T T T T T T T T T T T /{
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25268: 1-(1,2,3-Trimethyl-cyclopent-2-enyl)-ethanone
109.0 13. 00 13. 50
m/z 85.05 17.27%

o

5000

43.0 j\
0 | lﬂ AL hl It

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BPO@4591.D

Acqg On : 15 Jan 2021 23:26
Operator : CG/JU

Sample : M1146-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl5.580 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.580 12.33 ng 1275090  Acenaphthene-d10 14.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 58
2 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 47
3 Acetaminophen 151 C8HINO2 000103-90-2 38
4 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 38
5 4H-Chromene, 4a,5,6,7,8,8a-hexah... 208 C14H240 1000196-77-4 38

Abundance Scan 2107 (15.580 min): BP004591.D\data.ms (-2101) (-  m/z 109.05 100.00%

43.0 100.1 ‘
213.1
5000
\
L o
O MAbilh s o L1 3237  430.74920 - n/; 43,00 92.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 —
15.50
m/z 213.10 54.36%
‘ ’ ‘ 69.0
O‘\\“\\\‘fdl\ﬂ\‘u\“\M“‘IWMH\‘\L\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56286: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0
109.0
\
15 50
5000 43.0 ITI/Z 151.05 47 .02%
79.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24781: Acetaminophen T
109.0 15 50
m/z 41.10 22.51%
5000
43.0
0 ’ | I

‘\\‘\‘\‘1\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BPO@4591.D

Acqg On : 15 Jan 2021 23:26
Operator : CG/JU

Sample : M1146-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl7.521 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.521 2.27 ng 287143  Phenanthrene-die 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 27
2 Benzeneacetic acid, 3,4-dimethox... 210 C11H1404 015964-79-1 22
3 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 20
4 Metacetamol 151 C8HONO2 000621-42-1 18
5 Bicyclo[2.2.1]heptane-1-methanes... 232 C10H1604S 005872-08-2 16
Abundance Scan 2437 (17.521 min): BP0O04591.D\data.ms (-2432) (- 45.05 100.00%
45.0
109.0
5000
“l 2%12%1 17.50
0 : S A008 4679 549 43.00  76.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000

1750
m/z 109.00  72.94%

l\’ 169.0
‘\\“1\\fJ“\d\U\h\N[‘MT‘!H\ \L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69048: Benzeneacetic acid, 3,4-dimethoxy-, methyl este
151.0
T

o

17.50
5000 m/z 151.00 66.73%
210.0
65.0
Ob vt e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24973: Pyridine, 3-butyl-, 1-oxide — ‘
151.0 17.50

m/z 88.95 61.51%

5000
93. l
0,320 A I\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BPO@4591.D

Acqg On : 15 Jan 2021 23:26
Operator : CG/JU

Sample : M1146-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.110 6.21 ng 786086  Phenanthrene-die 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Octadecanoic acid 284 C18H3602 000057-11-4 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58

Abundance Scan 2537 (18.110 min): BP004591.D\data.ms (-2532) (-  m/z 73.00 100.00%

73.0
5000
213.2
— =
P,
ok H‘M‘ dil p82:03109 42914937  m/z 60.00  72.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
” 213.0 m/z 43.10 66.94%
O\\i“ \L"“!'“\“\‘\‘\1\\\\\“\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid
73.0
T —
18.00 18.50
5000 ITI/Z 57.05 57.04%
L 228.0
o M“‘mu* \
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid T —
73.0 18.00 18.50
m/z 55.05 54.29%
5000
L 214.0
ol n\u\ )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BPO@4591.D

Acqg On : 15 Jan 2021 23:26
Operator : CG/JU

Sample : M1146-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 G5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.939 5.12 ng 647636  Phenanthrene-die 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 1-Nonadecene 266 C19H38 018435-45-5 95
4 Cyclohexadecane 224 C16H32 000295-65-8 94
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 94

Abundance Scan 2678 (18.939 min): BP004591.D\data.ms (-2673) (- m/z 83.10 100.00%

3

19.00
1 4.1 224.2 :
o"Hk‘wm‘gH}Jum‘,"““2?‘2‘3?"“‘9‘?“}9‘1“1‘“Hﬁo“??‘_ m/z 55.05 92.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 T T
19.00
m/z 69.05 90.78%
0 J‘m F\, 196.0 280.0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131391: n-Nonadecanol-1
83.0
—
19.00
5000 ITI/Z 97.10 87.30%
ol e
PR L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115906: 1-Nonadecene —
97.0 19.00
m/z 57.10 79.29%
5000
29.0
o ML ass0 a0 Jo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BPO@4591.D

Acqg On : 15 Jan 2021 23:26
Operator : CG/JU

Sample : M1146-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Bis(2-ethylhexyl) maleate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.245 3.18 ng 402870  Phenanthrene-d10 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) maleate 340 C20H3604 000142-16-5 91
2 n-Butyric acid 2-ethylhexyl ester 200 C12H2402 025415-84-3 41
3 1-Decene, 4-methyl- 154 C11H22 013151-29-6 38
4 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 38
5 Methoxyacetic acid, 2-ethylhexyl... 202 C11H2203 1000282-41-4 38
Abundance Scan 2730 (19.245 min): BP004591.D\data.ms (-2726) (-~ m/z 57.10 100.00%
57.1 11y.0
5000
— —
f » 5121 ' 19.00 19.50
ol 20T 281.0342.8405.0 4891547 m/z 116.95  95.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176800: Bis(2-ethylhexyl) maleate
57.0 117.0
5000 — —
19.00 19.50
m/z 71.10  81.85%
ol | 1‘ _229.0 2970
‘\\\\‘1 1\‘\\Tf‘\1f\]\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #61173: n-Butyric acid 2-ethylhexyl ester
71.0
= —
19.00 19.50
5000 m/z 100.00 65.89%
o”\}‘ MM,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27044: 1-Decene, 4-methyl- — — ol
57.0 19.00 19.50
m/z 70.05 65.33%
5000
i A s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BPO@4591.D

Acqg On : 15 Jan 2021 23:26
Operator : CG/JU

Sample : M1146-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.345 3.53 ng 541121 Chrysene-d12 21.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 87
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 2747 (19.345 min): BP004591.D\data.ms (-2742) (- m/z 73.00 100.00%
3.0

5000
241.2
— ——
‘i | 17141 ‘ 19.00 19.50
0y W Lildbil Ly | 84174019 4750 849, /" 43 10 74.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid
43.0
5000 1290 — U
19.00 19.50
’ 284.0 m/z 60.00 70.74%
O‘\\"\ " Hh“htl“Wl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39474: n-Decanoic acid
73.0
— —
19.00 19.50
5000 ITI/Z 57.05 69.07%
O‘HH" J ’MU’l

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0 19.00 19.50

m/z 55.05 62.64%

8

5000 284.0

i,

372.0
0 ,Hwwwwamﬁuu‘mWm_mwuww

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BPO@4591.D

Acqg On : 15 Jan 2021 23:26
Operator : CG/JU

Sample : M1146-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Cyclohexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.015 2.92 ng 448183 Chrysene-d12 21.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 98
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 3031 (21.015 min): BP004591.D\data.ms (-3027) (- m/z 57.10 100.00%
57.1

%

5000
J

21.00
209.0
‘H"u!l‘n‘H‘uwz“?‘l‘?ﬁﬁz‘?’”4?9“749‘1“1‘5“‘9' m/z 43.10  78.84%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane

o

]
13:1
o

5000
21.00
m/z 83.10 72.46%
e 2o
O‘\\\\H\\\\‘\\\\W‘Il\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
T T \
21.00
5000 ITI/Z 71.10 70.61%
LT s
AT Y
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol T ‘
55.0 21.00
m/z 55.10 67.73%
5000
{ 125.0
b1 1‘&»19602660 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BPO@4591.D

Acqg On : 15 Jan 2021 23:26
Operator : CG/JU

Sample : M1146-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.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|
(1R)-2,6,6-Trim... 6.493 5.1 ng 257234 1 7.804 1015210 20.0
Ethanol, 2-(2-e... 7.398 7.1 ng 361563 1 7.804 1015210 20.0
2,4,7,9-Tetrame... 13.351 17.5 ng 1809500 3 14.451 2068070 20.0
unknown15.580 15.580 12.3 ng 1275090 3 14.451 2068070 20.0
unknownl17.521 17.521 2.3 ng 287143 4 17.215 2530490 20.0
n-Hexadecanoic ... 18.110 6.2 ng 786086 4 17.215 2530490 20.0
5-Eicosene, (E)- 18.939 5.1 ng 647636 4 17.215 2530490 20.0
Bis(2-ethylhexy... 19.245 3.2 ng 402870 4 17.215 2530490 20.0
Octadecanoic acid 19.345 3.5 ng 541121 5 21.309 3068170 20.0
Cyclohexadecane 21.015 2.9 ng 448183 5 21.309 3068170 20.0
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