LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49081.D

Acqg On : 24 Jun 2021 16:10
Operator : CG/JU

Sample : M2795-08

Misc :

ALS Vvial : 10 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: BGO49081.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.155 14 20 28 rBV 128774 293168 10.59% 2.760%
2 3.231 29 33 44 rVB 64495 114366 4.13% 1.077%
3 5.658 437 446 455 rBV 275178 458047 16.55% 4.312%
4 7.256 710 718 725 rBV 165299 290476 10.49%  2.734%
5 8.102 856 862 869 rBvV2 103333 181532 6.56% 1.709%
6 8.325 895 900 908 rVB2 37580 62791  2.27% ©.591%
7 9.271 1053 1061 1070 rBV 380901 689436 24.90%  6.490%
8 10.687 1295 1302 1308 rBV 33453 62123 2.24% ©.585%
9 10.928 1335 1343 1349 rBV 131909 250666 9.05% 2.360%
10 13.372 1751 1759 1766 rBV 923452 1418127 51.23% 13.349%

11 14.747 1986 1993 1999 rBV 208479 335236 12.11% 3
12 16.233 2239 2246 2257 rBV 891438 1377220 49.75% 12.
13 17.497 2454 2461 2467 rBV 298133 441446 15.95%  4.155%
14 18.378 2605 2611 2620 rBV 242704 354694 12.81% 3
15 19.641 2821 2826 2833 rBV 175892 252962 9.14% 2

16 20.100 2898 2904 2910 rBV 2034691 2768399 100.00% 26.
17 21.416 3123 3128 3137 rVB3 55357 99233 3.58%
18 21.780 3184 3190 3197 rVB 336147 570725 20.62%
19 25.105 3745 3756 3768 rBV 197202 602600 21.77%
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Sum of corrected areas: 10623247
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49081.D

Acqg On : 24 Jun 2021 16:10
Operator : CG/JU

Sample : M2795-08

Misc :

ALS Vvial : 10 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 TIC: BG049081.D\data.ms
2000000

1500000
1000000

500000 9271

5.658
7.256 10.928
5351 8'@?325 10.687

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 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

Abundance TIC: BG049081.D\data.ms
2000000 20.100

1500000

10000007 13.372 16.233

500000 21.780
17.497 '

14.747 18.378 19.641

21.416

Time--> 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

Abundance TIC: BG049081.D\data.ms
2000000

= O

1500000

1000000

500000

25.105

O\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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\BG062421\
Data File : BG@49081.D

Acqg On : 24 Jun 2021 16:10
Operator : CG/JU

Sample : M2795-08

Misc :

ALS Vvial : 10 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 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.231 12.60 ng 114366  1,4-Dichlorobenzene-d4 8.108

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78

2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 45

3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25

4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 9

Abundance  Scan 33 (3.231 min): BG049081.D\data.ms (-29) (-) m/z 73.20 100.00%

73.2
5000

3.20 3.40 3.60

o il 22112766 4930 T 4310 4e.71%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L R B B B

3.20 340 3.60
m/z 55.10 30.08%

A
‘\\\\‘WT\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0

3.20 3.40 3.60
5000 m/z 87.10  24.29%

L
i

miz--> 0 50 100 150 200 250 300 350 400 450

Abundance #7506: 2-Methyl-5-hexen-3-ol e
73.0 3.20 3.40 3.60

m/z 41.20 13.11%

5000 J\\\
0 LS. M“ ol ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 3.20 340 3.60

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49081.D

Acqg On : 24 Jun 2021 16:10
Operator : CG/JU

Sample : M2795-08

Misc :

ALS Vvial : 10 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 Limonene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.325 6.92 ng 62791 1,4-Dichlorobenzene-d4 8.108

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Limonene 136 C10H16 000138-86-3 91
2 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 005989-54-8 90
3 Cyclohexene, 1-methyl-5-(1-methy... 136 C1OH16 013898-73-2 81
4 D-Limonene 136 C1eH16 005989-27-5 64
5 2,5-Dihydro-3-methyl-thiophene 1... 132 C5H802S 001193-10-8 50
Abundance Scan 900 (8.325 min): BG049081.D\data.ms (-895) (-) m/z 68.10 100.00%
68.1
93.2
5000 53.1
39.1
107.1121.1 L B B R B
‘ I H ‘ 161 8.00 8.20 8.40 8.60
Obrerperreperete bl W W W L miz 67.20 85.42%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #15668: Limonene
68.0
39.0 93.0
5000 T T
53.0 8.00 8.20 8.40 8.60
107012101360 m/z 93.15 59.64%
O\\\’2\\5}.‘#\\\111‘\\\}‘1}‘\\‘{‘\” ”’
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #15885: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)
68.0
SNMMBINS S 1 SN
8.00 8.20 8.40 8.60
5000 93.0 m/z 79.10  54.20%
39.0 53.0
107.0121.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #15836: Cyclohexene, 1-methyl-5-(1-methylethenyl)- R R RRRRRAAR
93.0 8.00 8.20 8.40 8.60
68.0 m/z 53.10  39.23%
5000
41.0
270
107.0
om,mWm‘:“H“:m‘HMw,“mwhwwM‘w,ul‘,m SNBSS | RSB 1 Y B B
m/z--> 20 30 40 50 60 70 80 90 100110120130140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49081.D

Acqg On : 24 Jun 2021 16:10
Operator : CG/JU

Sample : M2795-08

Misc :

ALS Vvial : 10 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.687 4.96 ng 62123 Naphthalene-d8 10.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
2 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 78
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 64
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 59
5 Butane, 1,1'-[ethylidenebis(oxy)... 174 C1@H2202 000871-22-7 53

Abundance Scan 1302 (10.687 min): BG049081.D\data.ms (-1295) (- m/z 57.20 100.00%

57.2
5000

87.2 lO 50 ll 00
130.9 207.2
owwwhmmw Ay s m/z 45.18 86.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 10 50 11 00

m/z 41.10 36.29%

‘870
0"W“WWNW‘MM”MW”L‘VH‘W%§%?H“M‘H\‘H‘M“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #75667: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57.0
10.50 11.00
5000 m/z 43.05 16.83%
29.0
85.0
AN N TIET,
miz--> 20 40 60 80 100 120 140 160 180 200 rﬁ»
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0 10 50 11 00
m/z 75.10 16.53%
5000
29.0
87.0
meomo _— M\ |
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00

8270-BGR61121.M Fri Jun 25 12:47:01 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49081.D

Acqg On : 24 Jun 2021 16:10
Operator : CG/JU

Sample : M2795-08

Misc :

ALS Vvial : 10 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.378 16.07 ng 354694  Phenanthrene-d10 17.497
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 2611 (18.378 min): BG049081.D\data.ms (-2605) (-  m/z 73.10 100.00%

43.1 73.1
5000
213.3
- =
| 157.2185.3 18.00 18.50
I m/z 43.10  92.66%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
157.01g5 02130 256.0 m/z 60.10 91.16%
O,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #72643: Tridecanoic acid
73.
43.0 0
— e
18.00 18.50
5000 129.0 ITI/Z 57.20 76.36%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid Pt 7
43.0 73.0 18.00 18.50
m/z 55.10 76.29%
5000 129.0
199.0
ks ) e T
oisol WM ICIA A o0 L, N
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49081.D

Acqg On : 24 Jun 2021 16:10
Operator : CG/JU

Sample : M2795-08

Misc :

ALS Vvial : 10 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.641 8.86 ng 252962 Chrysene-d12 21.780
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 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 2826 (19.641 min): BG049081.D\data.ms (-2821) (- m/z 43.20 100.00%

43.2
5000 129.2
3.2
185.2  241.3 e I
h | ‘ ‘ 284.3 19.50 20.00
0 Al L L L 855 s 55015 89.58%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 st )
19.50 20.00
185.0 241.0 284.0 ITI/Z 73.10 88.10%
05— “ ‘WM‘\‘N“\“‘\ \‘ T “ ‘\‘\‘\ \“ “\ T \‘L\ L
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid
=T —
19.50 20.00
5000 256.0 m/z 57.10 86.72%
129.0
3.0 213.0
‘ 171.0
0 31 P P A
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid P e
73.0 19.50 20.00
m/z 60.10 79.01%
5000
129.0
29. 185.0 228.0
O {M‘\‘H} “ i \‘\u“ “\‘ \‘ - \‘ L A B e ¢ ‘ y : ‘ !
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\BG062421\
Data File : BG@49081.D

Acqg On : 24 Jun 2021 16:10
Operator : CG/JU

Sample : M2795-08

Misc :

ALS Vvial : 10 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 Heptafluorobutyric acid, n-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.416 3.48 ng 99233 Chrysene-d12 21.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91

Abundance Scan 3128 (21.416 min): BG049081.D\data.ms (-3123) (- m/z 57.10 100.00%

7.1
5000
11.1
e
“ ‘H | 16102081 2843 3412 4287 21.50
oL ARALA L JOE0TT T TS T 43T ) 4310 98.47%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #230207: Heptafluorobutyric acid, n-octadecyl ester
57.0
5000 11.0 T
21.50
m/z 55.10  92.57%
0
O\\‘l\‘\“\\‘\\“‘ l1‘2520448(
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57.0
e
21.50
5000 11.0 ITI/Z 41.10 61.51%
oL LU emo 2380 340
““““‘ R T e R S
miz--> 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane —
57.0 21.50
m/z 69.05 58.54%
5000 11.0
oL b}l 1980 26903500
— “‘H‘ M e ——
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49081.D

Acqg On : 24 Jun 2021 16:10
Operator : CG/JU

Sample : M2795-08

Misc :

ALS Vvial : 10 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|
Butane, 2-metho... 3.231 12.6 ng 114366 1 8.108 181532 20.0
Limonene 8.325 6.9 ng 62791 1 8.108 181532 20.0
Ethanol, 2-(2-b... 10.687 5.0 ng 62123 2 10.928 250666 20.0
n-Hexadecanoic ... 18.378 16.1 ng 354694 4 17.497 441446 20.0
Octadecanoic acid 19.641 8.9 ng 252962 5 21.780 570725 20.0
Heptafluorobuty... 21.416 3.5 ng 99233 5 21.780 570725 20.0
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