LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50421\
Data File : BF123816.D

Acqg On : 4 May 2021 19:20
Operator : JU/CG

Sample : M2252-04

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_F\METHODS\8270-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123816.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.992 491 494 504 rVB 210913 251140 4.33% 0.566%
2 5.416 562 566 578 rBV 4521146 4121595 71.12% 9.286%
3 6.081 675 679 682 rBV 2355442 1966217 33.93% 4.430%
4 6.245 704 707 710 rVB 188203 160589 2.77% 0.362%
5 6.434 735 739 747 rBV 4400457 4296663 74.14% 9.680%
6 6.504 747 751 754 rVB 2459153 1991590 34.37% 4.487%
7 6.798 798 801 804 rBV 1788902 1315358 22.70% 2.964%
8 6.869 809 813 819 rBV 221592 401568 6.93% 0.905%
9 7.363 892 897 900 rBV 3273318 2817911 48.62% 6.349%
10 8.022 1006 1009 1016 rVB 402643 294599 5.08% 0.664%
11 8.080 1016 1019 1022 rBV 1934295 1679849 28.99% 3.785%
12 9.163 1199 1203 1206 rBV 5497828 4418897 76.25% 9.956%
13 9.498 1256 1260 1263 rBV 208926 169583 2.93% 0.382%
14  9.839 1315 1318 1321 rVB 2198031 1713406 29.57% 3.860%
15 10.627 1448 1452 1455 rBV 3167929 2609411 45.03% 5.879%

16 11.069 1524 1527 1531 rBV 2436573 2059887 35.54%
17 11.227 1550 1554 1561 rBV 173335 206419 3.56%
18 11.321 1567 1570 1574 rBV 1730003 1608066 27.75%
19 11.386 1578 1581 1584 rVB 168265 190834  3.29%
20 11.786 1647 1649 1652 rBV2 187045 232546  4.01%

OO WO b
(9]
N
w
R

21 11.863 1659 1662 1664 rBV2 256976 270522  4.67%
22 11.892 1664 1667 1669 rBV 422678 418759  7.23%
23 11.921 1669 1672 1675 rVV 1110432 942410 16.26%
24 12.004 1684 1686 1689 rBv2 459117 393177 6.78%
25 12.039 1690 1692 1694 rVV 303309 268192 4.63%

OO NOO®
=
N
w
B

26 12.316 1737 1739 1744 rBV2 571325 926442 15.99%
27 12.921 1839 1842 1849 rBV2 4210246 5795358 100.00% 13.057%
28 13.474 1934 1936 1939 rVB 3524234 2864086 49.42% 6.453%

N
(]
o]
~N
R

Sum of corrected areas: 44385074
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M2252-04

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050421\
BF123816.D

4 May 2021 19:20

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1.6e+07

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BF123816.D\data.ms

5.416 6.434

7.363

6.081 .504

ez |

6.798

4.992 .869

Time-->

Abundance
1.6e+07
1.4e+07
1.2e+07
1le+07
8000000
6000000

4000000

2000000

L L L L B L L L I L L L L L L L L L L L B L L L L D L IR R L I

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
TIC: BF123816.D\data.ms

9.163

8.080 9.839

0
Time-->

Abundance
1.6e+07
1.4e+07
1.2e+07
1le+07
8000000
6000000
4000000
2000000

0

9.498 J&

= ‘
9.50

8.022

T A T T ‘ T T ‘ T T T ‘ T

10.00 10.50 11.00
TIC: BF123816.D\data.ms

— — — —
8.00 11.50 12.00 12.50 13.00

13.474

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50421\
Data File : BF123816.D

Acqg On : 4 May 2021 19:20
Operator : JU/CG

Sample : M2252-04

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.992 3.82 ng 251140 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 494 (4.992 min): BF123816.D\data.ms (-491) (-) m/z 43.00 100.00%
3.0
59.0
5000
‘ 83.0 101.0 4.60 4.80 5.00 5.20 5.40
Ol bbbl e e e M/Z 0 59.00 57.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L LR B R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00  15.81%
31.0 101.0
O\\‘\\\\‘\\\‘““\\\\““\i\\‘\\‘1\‘\\\\‘\\\\?%\-0\\‘\\\\“\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R EmaanE
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.70%
41.0
29.0 101.0
ol il ol 730 880 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- Rmaas e REaar BEETE S
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.62%
5000
101.0
41.0
ol 180 200 Nyl 730 B30 | ey b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50421\
Data File : BF123816.D

Acqg On 4 May 2021 19:20

Operator : JU/CG

Sample : M2252-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
: 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 .alpha.-Pinene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6081 29.9 ng 1966220 1,4-Dichlorobenzene-d4  6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 cloHts 000080-56-8 94

2 Tricyclo[2.2.1.8(2,6)]heptane, 1... 136 C1@H16
3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH1l6

4 3-Carene
5 (+)-3-Carene

136 C1oH16
136 C1OH16

000508-32-7 91
004889-83-2 91
013466-78-9 87
000498-15-7 87

Abundance Scan 679 (6.081 min): BF123816.D\data.ms (-675) (-) m/z 93.10 100.00%

93.1
5000
41.0 AR REEEEEE T
H‘ m Ll ‘ ‘136.1 2804 5.80 6.00 6.20 6.40
ol b e 2800 sz 91.18 45.14%
miz--> 50 100 150 200 250
Abundance #15705: .alpha.-Pinene
93.0
5000 RN B e e
5.80 6.00 6.20 6.40
41.0 m/z 92.10 40.40%
H 136.0
0 \“\ }“\\M“H\‘ ‘!‘ \“‘L‘\ ‘\‘ \‘\ L L B B B By B B B
miz--> 50 100 150 200 250
Abundance #15870: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl-
93.0
R R A RRRRAE
5.80 6.00 6.20 6.40
5000 m/z 77.00 33.05%
41.0
‘ ‘ 136.0
o ‘\\‘ ‘L“ iMhHM; ‘H\ ‘L “L\‘ ““ “‘ - e e
miz--> 50 100 150 200 250
Abundance #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- R R AR
93.0 5.80 6.00 6.20 6.40
m/z 79.00 27.31%
5000
41.0 ‘ ‘
R B L —
m/z--> 50 100 150 200 250 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50421\
Data File : BF123816.D

Acqg On : 4 May 2021 19:20
Operator : JU/CG

Sample : M2252-04

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Camphene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.245 2.44 ng 160589 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Camphene 136 C10H16 000079-92-5 95
2 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C1@H16 005794-04-7 83
3 .beta.-Pinene 136 C10H16 000127-91-3 72
4 (+)-4-Carene 136 C1OH16 029050-33-7 68
5 .beta.-Phellandrene 136 C10H16 000555-10-2 60
Abundance Scan 707 (6.245 min): BF123816.D\data.ms (-704) (-) m/z 93.05 100.00%
93.0
5000
41.0
R AR
‘ ‘ ‘ 136.1 6.00 6.20 6.40 6.60
ol b ;“Mu“‘h ! ‘“‘H‘ b B myz 121010 46.84%
miz-> 50 100 150 200 250
Abundance #15676: Camphene
93.0
5000 LA L B I IR AL B

6.00 6.20 6.40 6.60

41.0 a
M ‘H ‘ 136.0 m/z 79.00  33.51%
O' “ ‘\“‘ “ T ‘\ o
50

miz--> 100 150 200 250
Abundance #15905: Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene
93.0
A A
6.00 6.20 6.40 6.60
50000 41, m/z 41.00 31.19%
136.0
ol i“““”“* ‘H“m‘ | ‘ -
miz--> 50 100 150 200 250
Abundance #15691: .beta.-Pinene AR A AREAEEE LT
93.0 6.00 6.20 6.40 6.60
m/z 91.10 30.15%
41.0
5000
| 1350
m/z--> 50 100 150 200 250 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50421\
Data File : BF123816.D

Acqg On : 4 May 2021 19:20
Operator : JU/CG

Sample : M2252-04

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 .beta.-Pinene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.504 30.28 ng 1991590 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Pinene 136 C10H16 000127-91-3 94
2 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1@H16 018172-67-3 91
3 Cyclohexene, 4-methylene-1-(1-me... 136 C1lOH16 000099-84-3 87
4 Bicyclo[3.1.0]hexane, 4-methylen... 136 C10H16 003387-41-5 86
5 .alpha.-Pinene 136 C10H16 000080-56-8 83
Abundance Scan 751 (6.504 min): BF123816.D\data.ms (-747) (-) m/z 93.10 100.00%
93.1
41.0
5000
AR L RRRa
‘ H 1211 .0 q 6.20 6.40 6.60 6.80
O ‘wm‘w ‘ \Hw‘\“m\“””‘,\ m/z 41.80 52.53%
m/z--> 20 100 120 140
Abundance #15691. .beta.-Pinene
93.0
41.0
5000 \\‘H\\‘\\\\‘\\H‘\/\\Tﬁ
69.0 6.20 6.40 6.60 6.80
m/z 69.05 32.06%
121'0136.0
0 \1\5‘\.0’\“}‘\\‘M\\““‘\“\“ H‘ \“\‘\“\\\“\\\1’\
miz--> 20 40 100 120 140
Abundance #15908: Bicycl0[3.1.1]heptane, 6,6-dimethyl-2-methylene
93.0
o RRAmsEs T ]
6.20 6.40 6.60 6.80
5000 41.0 m/z 91.00 28.87%
' 69.0
‘ H 12104360
L PR Y RY A s
miz--> 20 40 60 80 100 120 140
Abundance #15844: Cyclohexene, 4-methylene-1-(1-methylethyl)- O RAREEEaS S
93.0 6.20 6.40 6.60 6.80
m/z 79.00 26.21%
5000
77.0
41.0 136.0
H ‘ 121.0
oH‘,HH_HWHH “_‘MH“HH,‘ A n mRmay Saw
m/z--> 20 100 120 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50421\
Data File : BF123816.D

Acqg On : 4 May 2021 19:20
Operator : JU/CG

Sample : M2252-04

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 1-Hexanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.869 6.11 ng 401568 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64

2 Propanoic acid, 2,2-dimethyl-, o... 214 C13H2602 027751-88-8 59

3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50

4 2-Decene, 5-methyl-, (Z)- 154 C11H22 074645-86-6 45

5 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 45

Abundance Scan 813 (6.869 min): BF123816.D\data.ms (-809) (-) m/z 57.00 100.00%

57.0
5000
PR TR
“ﬁ | 87-1 6.60 6.80 7.00 7.20
Ot b 120 m/z 43.00  34.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0
5000 \u‘uu‘\MT\u,uu
29.0 6.60 6.80 7.00 7.20
' 83.0 m/z 41.65 33.30%
(R
O\\\‘\‘\l\\"‘\\\h ‘\\‘\\"\\\\“\\}\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance  #72722: Propanoic acid, 2,2-dimethyl-, octyl ester
57.0
e e
6.60 6.80 7.00 7.20
5000 m/z 55.00 25.26%
20.0 103.0
84.0
0+ \H‘\‘;‘\ w“,“i w‘”“‘H‘H\\,‘H\H‘H!\,HH‘HH‘:"?}P‘
miz--> 20 40 60 80 100 120 140 160
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57.0 6.60 6.80 7.00 7.20
m/z 56.00 20.52%
5000
29.0 83.0
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50421\
Data File : BF123816.D

Acqg On : 4 May 2021 19:20
Operator : JU/CG

Sample : M2252-04

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Cyclopropane, nonyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.022 3.51 ng 294599  Naphthalene-d8 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, nonyl- 168 C12H24 074663-85-7 94
2 1-Dodecanol 186 C12H260 000112-53-8 90
3 2-Dodecene, (E)- 168 C12H24 007206-13-5 90
4 4-Dodecene 168 C12H24 002030-84-4 90
5 2-Dodecene, (Z)- 168 C12H24 007206-26-0 86

Abundance Scan 1009 (8. 022 min): BF123816.D\data.ms (-1006) (-) m/z 55.00 100.00%

.0
5000 83.0
‘ 111.1 1391 7.60 7.80 8.00 8.20 8.40
) " el G A89L 1680 s 43,00 96.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36766 Cyclopropane, nonyl-
5000 290 830 [T T T rrrrrrrrprrrrprol
' 7.60 7.80 8.00 8.20 8.40
m/z 41.05 91.44%
111.0
0 | ‘\ \‘ h | 1490 168.0
\\\‘\\\\‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #50310: 1-Dodecanol
43.0
BRARRERESGEEEESEE S pa
69.0 7.60 7.80 8.00 8.20 8.40
5000 ITI/Z 56.00 79.16%
97.0
ol...25 L 1400 168.0
T \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #36759: 2-Dodecene, (E)- REaRREEEEy e
55.0 7.60 7.80 8.00 8.20 8.40
m/z 57.10 52.53%
5000 29.0
83.0
168.0
0 L0 aa00
1 I LA N T P T
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50421\
Data File : BF123816.D

Acqg On : 4 May 2021 19:20
Operator : JU/CG

Sample : M2252-04

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 1-Dodecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.069 25.62 ng 2059890  Phenanthrene-die 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecene 168 C12H24 000112-41-4 93
2 Methacrylic acid, tridecyl ester 268 C17H3202 1000340-28-9 91
3 n-Dodecyl methacrylate 254 C16H3002 000142-90-5 91
4 2-Propenoic acid, 2-methyl-, dec... 226 C14H2602 003179-47-3 87
5 Cyclododecane 168 C12H24 000294-62-2 83

Abundance Scan 1527 (11.069 min): BF123816.D\data.ms (-1524) (1 m/z 41.10 100.00%

41.1 69.0
5000
7.1
= T
11.00
125.1
o16812111 m/z 69.60  95.55%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #36734: 1-Dodecene
43.0
5000 83.0 T w
11.00
m/z 87.00 74.20%
\ L1 H‘ | ﬂ 0 140.0168.0
OH\‘HH‘H\‘HH‘\H\‘HH‘\‘\H‘H\\‘\}H‘H\\‘HH‘\H\‘HH‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #117479: Methacrylic acid, tridecyl ester
87.0
I T
11.00
m/z 55.00 60.47%
50001 410 /
125.0 182.0
0 o 2250, 268
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #105676: n-Dodecyl methacrylate — ‘
41.0 69.0 11.00
m/z 43.10 55.80%
5000
7.0
140.0
bbb L ALL L 19001880 110 25 )
m/z--> 20 40 60 80 100120140160180200220240260 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50421\
Data File : BF123816.D

Acqg On : 4 May 2021 19:20
Operator : JU/CG

Sample : M2252-04

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.227 2.57 ng 206419  Phenanthrene-die 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Heptacosane 380 C27H56 000593-49-7 78
3 Dodecane 170 C12H26 000112-40-3 78
4 Eicosane 282 (C20H42 000112-95-8 78
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 1554 (11.227 min): BF123816.D\data.ms (-1550) (1 m/z 57.00 100.00%

57.0
5000
—— —
M 1671 2320 11.00 11.50
omm“uu\“mwH_m_m_m_m m/z 71.10  64.08%
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000 — ——
11.00 11.50
0.0 m/z 43.05 44.85%
0154“ L4 141018302050  296.0
\\!\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
—T— —
11.00 11.50
5000 ITI/Z 85.05 29.52%
ok L \ | F ‘1‘410183022502670 323.0 380.
e e S e
m/z--> 0 50 100 150 200 250 300 350
Abundance #38318: Dodecane T ——
57.0 11.00 11.50
m/z 41.00 24.44%
5000 ”WAWAKNwAWJAMﬁM
170.0
014'QF‘ — S——
m/z--> 0 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50421\
Data File : BF123816.D

Acqg On : 4 May 2021 19:20
Operator : JU/CG

Sample : M2252-04

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 2-Tridecanone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.386 2.37 ng 190834  Phenanthrene-die 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Tridecanone 198 C13H260 000593-08-8 64
2 2-Hexadecanone 240 C16H320 018787-63-8 64
3 2-Dodecanone 184 C12H240 006175-49-1 64
4 2-Pentadecanone, 6,10,14-trimethyl- 268 C18H360 000502-69-2 53
5 2-Tetradecanone 212 C14H280 002345-27-9 53

Abundance Scan 1581 (11.386 min): BF123816.D\data.ms (-1578) (- m/z 43.00 100.00%
3.0

5000 M
95.0 ‘Od j \d
1371 1933 | AL 11.5
- “”“w‘“‘\ L% b 2322 S48 sg.1e 89.63%
miz--> 50 100 150 200 250 300
Abundance #59780: 2-Tridecanone
58.0
5000 ke o
11.00 11.50
m/z 58.95 42.33%
6.0 140.0 198.
Olwswq‘\ “‘1‘ \‘h‘\‘h‘i ey ‘1 T \‘\9?(\)\ LA e e s
miz-> 50 100 150 200 250 300
Abundance #94318: 2-Hexadecanone
58.0
11.00 11.50
5000 m/Z 55.05 40.46%
96.0 240.0
ol iy gse0 2820 |
miz--> 50 100 150 200 250 300
Abundance #48718: 2-Dodecanone T T
58.0 11.00 11.50
m/z 57.10 37.29%
5000
‘ ‘ 126.0 184.0
I S e
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50421\
Data File : BF123816.D

Acqg On : 4 May 2021 19:20
Operator : JU/CG

Sample : M2252-04

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 unknownll.786 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.786 2.89 ng 232546  Phenanthrene-die 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 41
2 Heptadecane 240 C17H36 000629-78-7 38
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 38
4 Cyclohexane, 1-methyl-2-propyl- 140 C1eH20 004291-79-6 38
5 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 38

Abundance Scan 1649 (11.786 min): BF123816.D\data.ms (-1647) (- m/z 57.10 100.00%

57.1
97.1
5000
‘ 1150 1200
126.0 163.1 223.2 : '
oH‘,Wm‘u‘_‘wwwH‘w‘,uwwH‘1‘?‘}_2‘”_waz‘?ﬁ‘j m/z 97.10  79.67%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #6750: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 — e
11.50 12.00
m/z 43.00 72.37%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #94345: Heptadecane
57.0
—r —
11.50 12.00
5000 m/z 55.00  69.16%
99.0
0 27‘ \‘ M\ b H‘ A \\14\10 182 0211. 02400
HWHH_H‘_HwHH_‘H“HWHH_‘H_HWHH_‘H_HWHH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #125656: Sulfurous acid, butyl decyl ester P —
57.0 11.50 12.00
m/z 71.10 40.19%
5000
270‘ 99.0 1410
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50421\
Data File : BF123816.D

Acqg On : 4 May 2021 19:20
Operator : JU/CG

Sample : M2252-04

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 11 unknownl2.004 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.004 4.89 ng 393177 Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 1-methyl-3-(1,3,3-t... 250 C16H2602 1000192-22-3 35
2 .alpha.-Cadinol 222 C15H260 000481-34-5 30
3 2-Hydroxy-2,4,4-trimethyl-3-(3-m... 222 C14H2202 1000191-17-4 30
4 14-Oxatricyclo[9..2.1.0(1,10)]te... 262 C18H300 1000193-06-8 25
5 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 18

Abundance Scan 1686 (12.004 min): BF123816.D\data.ms (-1684) (1 m/z 43.10 100.00%
3.1

81.0

5000
137.1

%,

‘ 7322042 24732784 12.00
Ol m/z 55.00 64.18%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #102514: Acetic acid, 1-methyl-3-(1,3,3-trimethyl-bicyclo[
43.0 81.0 137.0

5

5000 L \
12.00
208.0 m/z 57.00 60.44%
‘ ‘ ‘ 175.0
O ‘ \‘\‘\ \“ T \‘\“ T M \““W\HH ‘ \h‘\ ‘\‘\ 250.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #79393: .alpha.-Cadinol
43.0
T I
95.0 12.00
5000 ITI/Z 81.00 57.04%
161.0 204.0
\H \H‘ ‘H 17
Ot
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #79254: 2-Hydroxy-2,4,4-trimethyl-3-(3-methylbuta-1,3-di —
43.0 12.00

m/z 69.05 48.17%

5000

81.0 163.0

0 H ‘Hh \“H\ ‘”d \‘ ‘ h‘ T H\ \

m/z--> 20 40 60 80 100 120 140160180200220240260280 12.00

204 0

S
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50421\
Data File : BF123816.D

Acqg On : 4 May 2021 19:20
Operator : JU/CG

Sample : M2252-04

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 12 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.039 3.34 ng 268192  Phenanthrene-die 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 64
2 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 59
3 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 59
4 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 49
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 43
Abundance Scan 1692 (12.039 min): BF123816.D\data.ms (-1690) (1 m/z 57.00 100.00%
57.0
5000 w
T \
|| 11\1'1 165.1199.0233.2 276.1 12.00
oL MWumww;‘ﬂ‘M,‘uV“ i m/z 43.00 54.76%
miz-> 50 100 150 200 250 300
Abundance #48834: Tridecane
57.0
5000 —— :
12.00
m/z 71.10 42.10%
99.0
184.
01\6\0‘\ ‘\“ ‘H“‘\ ‘!‘ \“‘\ ‘H’ \H T %4\‘]-.’()\ T 8\‘ \0’ T T T T ’ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #38339: Decane, 2,4-dimethyl-
43.0
T \
12.00
5000 m/z 85.10 39.13%
85.0
ol byl 7o
miz--> 50 100 150 200 250 300
Abundance #152416: Tridecane, 1-iodo- T ‘
57.0 12.00
m/z 41.10 30.23%
5000 M
99.0 183.0
o bl e T s .
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50421\
Data File : BF123816.D

Acqg On : 4 May 2021 19:20
Operator : JU/CG

Sample : M2252-04

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 13 2-Bromo dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.316 11.52 ng 926442  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
2 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 74
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72
4 Octadecane 254 C18H38 000593-45-3 72
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 1739 (12.316 min): BF123816.D\data.ms (-1737) (- m/z 57.10 100.00%
57.1
. M
7.1 T T
‘ | | 1411 1831 12.00 12.30
ol dyd L) 1411 18312202 267.3  320. ./, 43,19  se.00%
miz-> 50 100 150 200 250 300
Abundance #100330: 2-Bromo dodecane
57.0
5000 — —
12.00 12.50
m/z 71.10 45.22%
99.0 169.0
OL\S.\Q‘\ ‘\“ ‘H T ‘h‘ \h‘\ “‘ \‘ \].3\5\.0‘ T ‘\ T T ‘ L \2\4'8‘.\0\ L ‘ L 1
miz-> 50 100 150 200 250 300
Abundance #94351: Hexadecane, 3-methyl-
57.0
— —
12.00 12.50
5000 m/z 85.10 33.50%
99.0 141.0 211.0
ob b A e
miz--> 50 100 150 200 250 300
Abundance #59895: Tridecane, 6-methyl- “ T
57.0 12.00 12.50
m/z 41.00 22.74%
5000
‘ 98.0
oL‘SnQ“ I M 001830 - —
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50421\
Data File : BF123816.D

Acqg On : 4 May 2021 19:20
Operator : JU/CG

Sample : M2252-04

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 14 Hexanedioic acid, bis(2-eth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.474 2000 ng 2864090 Chrysene-d12 13.986

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204
2 Diisooctyl adipate 370 C22H4204
3 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204
4 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604
5 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404

Abundance Scan 1936 (13.474 min): BF123816.D\data.ms (-1934) (-,

000103-23-1 91
001330-86-5 90
1000324-48-6 86
004337-65-9 68
1000324-48-0 64

m/z 129.00 100.00%

129.0
5000 57.1
‘ 13.50
241.2 :
- M‘ ol | ‘h‘ L 19912412 28703313376, 1, 5719 44.55%
m/z--> 0 100 150 200 250 300 350
Abundance #196974. Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 1
13.50
57.0 m/z 70.10 35.43%
241.0
O L ‘\ \H “‘\ “ \h‘\ i‘ \‘h\ \“‘ T \]-\9‘9.\0\ T \‘ ‘ ‘\ T \3‘]_\3\0\ T ‘3\7\]-.\0
miz--> 0 100 150 200 250 300 350
Abundance #196853: Diisooctyl adipate
129.0
P
57.0 13.50
5000 m/z 55.05 27.88%
241.0 ﬂfﬁﬂﬁwhpwﬁw,m»«ﬁk¢
ol - “ Ll 1890 | 3130 3700
“““ e e B e e
m/z--> 0 50 100 150 200 250 300 350
Abundance #196930: Adipic acid, 2-ethylhexyl octyl ester ——
129.0 13.50
m/z 71.10 26.43%
5000
241.0
57.0
0 MM MM MW 1990 | 2990
e

m/z--> 0 50 100 150 200 250 300 350
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50421\
Data File : BF123816.D

Acqg On : 4 May 2021 19:20
Operator : JU/CG

Sample : M2252-04

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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-... 4.992 3.8 ng 251140 1 6.798 1315360 20.0
.alpha.-Pinene 6.081 29.9 ng 1966220 1 6.798 1315360 20.0
Camphene 6.245 2.4 ng 160589 1 6.798 1315360 20.0
.beta.-Pinene 6.504 30.3 ng 1991590 1 6.798 1315360 20.0
1-Hexanol, 2-et... 6.869 6.1 ng 401568 1 6.798 1315360 20.0
Cyclopropane, n... 8.022 3.5 ng 294599 2 8.080 1679850 20.0
1-Dodecene 11.069 25.6 ng 2059890 4 11.322 1608070 20.0
Heneicosane 11.227 2.6 ng 206419 4 11.322 1608070 20.0
2-Tridecanone 11.386 2.4 ng 190834 4 11.322 1608070 20.0
unknownl11.786 11.786 2.9 ng 232546 4 11.322 1608070 20.0
unknownl2.004 12.004 4.9 ng 393177 4 11.322 1608070 20.0
Tridecane 12.039 3.3 ng 268192 4 11.322 1608070 20.0
2-Bromo dodecane 12.316 11.5 ng 926442 4 11.322 1608070 20.0
Hexanedioic aci... 13.474 20.0 ng 2864090 5 13.986 2864090 20.0
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