LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062022\
Data File : BG@53962.D

Acqg On : 20 Jun 2022 23:50
Operator : CG/JU

Sample : N3358-15

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BG062022.M
Title : SVOA CALIBRATION

Signal : TIC: BGO53962.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.918 86 90 101 rBV 21136 38533 0.37% 0.219%
2 5.987 428 442 451 rVB3 45443 150734 1.46% 0.859%
3  6.163 455 472 477 rBV 3628529 10300932 100.00% 58.676%
4 6.574 537 542 549 rVB 21006 36078 ©.35% 0.206%
5 7.256 649 658 667 rBv2 26600 53436 0.52% 0.304%
6 7.397 672 682 690 rBV 37239 65017 ©0.63% 0.370%
7 8.078 792 798 804 rBV 61344 103462 1.00% 0.589%
8 8.137 804 808 816 rVB2 14496 23367 ©0.23% 0.133%
9 8.777 911 917 924 rBV 21776 37709 0.37% 0.215%
10 9.236 988 995 1004 rVB 51968 92730 0.90% 0.528%
11 10.052 1128 1134 1135 rBV2 7899 11260 0.11% 0.064%
12 10.082 1135 1139 1148 rVB3 12279 24863 0.24% 0.142%
13 10.793 1254 1260 1268 rVB 84957 145841 1.42% 0.831%
14 10.887 1268 1276 1286 rBB 80208 147253 1.43% 0.839%
15 11.016 1291 1298 1308 rBB 63286 117246 1.14% 0.668%
16 11.228 1328 1334 1341 rBV2 29739 51519 0.50% 0.293%
17 11.891 1441 1447 1452 rBB 12663 19618 ©0.19% 0.112%

18 12.220 1492 1503 1512 rBV 1183174 2070715 20.10% 11.795%

19 14.101 1816 1823 1830 rBB 163760 234579 2.28% 1.336%
20 14.394 1865 1873 1882 rVB 155324 253953 2.47%  1.447%
21 14.700 1919 1925 1933 rBB 156150 241523 2.34% 1.376%
22 15.693 2085 2094 2101 rBV 225828 362781 3.52% 2.066%
23 17.444 2382 2392 2400 rVB 221011 340867 3.31% 1.942%
24 17.544 2400 2409 2416 rBV 280894 453510 4.40%  2.583%
25 18.331 2540 2543 2551 rBV2 11236 19231 ©0.19% 0.110%
26 19.829 2791 2798 2808 rVB 409467 608229 5.90%  3.465%
27 21.357 3053 3058 3068 rBv2 42717 68172 0.66% 0.388%
28 21.721 3113 3120 3127 rVB 247848 424990 4.13%  2.421%
29 24.753 3625 3636 3647 rBV2 222863 609085 5.91% 3.469%
30 24.976 3663 3674 3690 rVB 149611 436107 4.23%  2.484%
31 26.181 3873 3879 3887 rVB8 4798 12357 ©.12% ©0.070%

Sum of corrected areas: 17555697
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062022\
Data File : BG@53962.D

Acqg On : 20 Jun 2022 23:50
Operator : CG/JU

Sample : N3358-15

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062022.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG053962.D\data.ms
3500000 6.163

3000000

2500000

2000000

1500000
12.220

1000000

500000

3.918 5987 6574 7.75897 80787 8777 9236  nome 10081628 11801

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

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG053962.D\data.ms
3500000

3000000
2500000
2000000
1500000
1000000

500000 - oa2s -
14.104.394.700 15.693 134 .
A 18.331 21357 |

e R

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: BG053962.D\data.ms
3500000

3000000

2500000

2000000

1500000

1000000

500000

* padre 26.181

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

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\BG062022\
Data File : BG@53962.D

Acqg On : 20 Jun 2022 23:50
Operator : CG/JU

Sample : N3358-15

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062022.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Cyclohexanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.987 29.14 ng/ul 150734  1,4-Dichlorobenzene-d4 8.078

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol 100 C6H120 000108-93-0 93
2 2-Hexen-1-o0l, (Z)- 100 C6H120 000928-94-9 90
3 2-Hexen-1-o0l, (E)- 100 C6H120 000928-95-0 83
4 Cyclohexanol 100 C6H120 000108-93-0 78
5 2-Hexen-1-o0l, (E)- 100 C6H120 000928-95-0 78
Abundance Scan 442 (5.987 min): BG053962.D\data.ms (-428) (-) m/z 57.10 100.00%
57.1
5000
82.1
41.1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
| ‘ H | Fl-l sl 5.60 5.80 6.00 6.20 6.40
Oberrrrrrerer el Ll 99 hs 8210 35.45%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4266: Cyclohexanol
57.0
5000 82.0 BB o o e e e
5.60 5.80 6.00 6.20 6.40
44.0 m/z 67.10  26.65%
20.0 ‘ ‘ [71.0
O\\‘]\-?)\.(\)‘\\\‘\“‘\\\\‘il‘\‘\\“\‘U!l‘\\\\‘M\\\“\‘\\\‘\\]\-(\)‘O\.\o\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
57.0
e
5.60 5.80 6.00 6.20 6.40
5000 41.0 m/z 41.10 24.94%
82.0
290 71.0
0 15.0 100.0
R e o  ammmannEa e LR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4303: 2-Hexen-1-ol, (E)- R o
57.0 5.60 5.80 6.00 6.20 6.40
m/z 44.10 24.37%
41.0
5000
27.0
71.0 82.0
SRRSO 0 O N -0 OO ¥ WO
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062022\
Data File : BG@53962.D

Acqg On : 20 Jun 2022 23:50
Operator : CG/JU

Sample : N3358-15

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062022.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Cyclohexanone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.163 1991.25 ng/ul 10300900 1,4-Dichlorobenzene-d4 8.078

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 95
2 Cyclohexanone 98 C6H100 000108-94-1 94
3 Cyclohexanone 98 C6H100 000108-94-1 91
4 Cyclohexanone 98 C6H100 000108-94-1 91
5 Cyclohexanone 98 C6H100 000108-94-1 91
Abundance Scan 472 (6.163 min): BG053962.D\data.ms (-455) (-) m/z 55.10 100.00%
55.1
42.1
5000 98.1
69.1
ammanE T
‘ 83.1 5.80 6.00 6.20 6.40

Ol L wz 42.10 77.64%

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #3552: Cyclohexanone
55.0
42.0
5000 98.0 L L L L O B
69.0 5.80 6.00 6.20 6.40
m/z 98.10  45.90%
27"0 ‘ 83.0
0\\\‘]\-\5\.(\)’\\1\“\\\“\}\‘\\\i‘\‘\!\‘\\\\‘\\\\}\‘\\\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0
T
42.0 5.80 6.00 6.20 6.40
5000 98.0 m/z 41.10  38.81%
69.0
210 83.0
15.0 '
ol et et et e e ey
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3564: Cyclohexanone Emmaa R
55.0 5.80 6.00 6.20 6.40
98.0 m/z 39.10  33.97%
42.0
5000
69.0
‘ 83.0
0‘H“H‘,H"_"ﬂJ‘Hyﬂ!‘_“wu‘ulwu‘_‘ﬂﬁ“u‘ e =
m/z--> 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062022\
Data File : BG@53962.D

Acqg On : 20 Jun 2022 23:50
Operator : CG/JU

Sample : N3358-15

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062022.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2-Methyl-1-hexanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.574 6.97 ng/ul 36078 1,4-Dichlorobenzene-d4 8.078

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-hexanol 116 C7H160 1000427-67-0 78
2 Hexane, 1-propoxy- 144 C9H200 053685-78-2 50
3 Ether, hexyl pentyl 172 C11H240 032357-83-8 50
4 Pyrrolidine, 3-methyl- 85 C5H11N 034375-89-8 43
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 40

Abundance Scan 542 (6.574 min): BG053962.D\data.ms (-537) (-) m/z 43.10 100.00%

43.1
5000 /\
56.1
69.1 85.1 e EEREAREEES SRR
6.20 6.40 6.60 6.80
1 o
0"“‘w““g‘h‘yw‘u“"w““‘u““u“““ m/z 41.10 41.46%
m/z--> 20 30 40 50 60 70 100
Abundance #9457: 2—I\/Iethyl—l—he><anol
43.0
5000 L L NN B BN B
56.0 6.20 6.40 6.60 6.80
69.0 85.0 m/z 56.10 32.06%
A O e
O\‘\\\\"\\\\“‘\\\’\\\\‘\\\\‘\\\\‘\\‘\\‘\\\\“\\\\
m/z--> 20 40 50 60 100
Abundance
43.0
 EammmaEREE R
6.20 6.40 6.60 6.80
5000 m/z 69.10 29.08%
85.0
56.0 73.0
T R
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #47383: Ether, hexyl pentyl e EEmmaRERES SR
43.0 6.20 6.40 6.60 6.80
m/z 57.10  28.81%
71.0
5000
85.0
56.0
L by 010
owm,mu‘H‘,"H‘HH_m_m_m‘mw Wm_m_m,mw
m/z--> 20 30 40 50 60 80 90 100 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062022\
Data File : BG@53962.D

Acqg On : 20 Jun 2022 23:50
Operator : CG/JU

Sample : N3358-15

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062022.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 1-Hexanol, 2-ethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.137 4.52 ng/ul 23367 1,4-Dichlorobenzene-d4 8.078
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64

Abundance Scan 808 (8.137 min): BG053962.D\data.ms (-804) (-) m/z 57.10 100.00%
57.1
41.1
5000
70.1
83.1 SNBSS A8 SN O .
‘ | ‘ “ “ 98.2 7.80 8.00 8.20 8.40
0 rrrrrr e el e e e m/z 41,100 55.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 L L L B B IR B |
43.0 7.80 8.00 8.20 8.40
29.0 70.0 830 m/z 43.10 35.08%
. \‘\ L H\ \L M 9%0 112.0
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
57.0
7.80 8.00 8.20 8.40
5000 41.0 m/z 55.10 33.04%
70.0 83.0
29.0
oL 150 98.0 1120
R R R R N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15692: 1-Hexanol, 2-ethyl-  AAEEmEEE TS
57.0 7.80 8.00 8.20 8.40
m/z 70.10 26.65%
5000 41.0
29.0 70.0 83.0
\‘\ Il H \‘ ‘\ %89 1120
Ol e e e e e S R o R RA R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.80 8.00 8.20 8.40
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062022\

BGB53962.D

: 20 Jun 2022 23:50
: CG/IU
: N3358-15

: 21 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062022.M

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Concentration Rank 4

Peak Number

5 Phenol, 2-(1-methylethyl)-

R.T. EstConc Area Relative to ISTD R.T.
10.793 19.81 ng/ul 145841  Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 94
2 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
3 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 90
4 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 87
5 p-Cumenol 136 C9H120 000099-89-8 83

Abundance Scan 1260 (10.793 min): BG053962.D\data.ms (-1254) (- | m/z 121.00 100.00%
121.0
5000 /\
910 136.0 “‘ -
391 650 ‘ ‘ ‘ 10.50 11.00
) S N Y A PR N SR B m/z 136.00  31.96%
miz--> 20 40 60 80 100 120 140
Abundance #18900: Phenol, 2-(1-methylethyl)-
121.0
5000 e /\ SN
10.50 11.00
770 1030 136.0 m/z 91.00 25.08%
>0 ‘ L
O\\\‘\\\\“\\‘\‘\“\‘\\\“\\\\‘\‘\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140
Abundance
121.0 A
A/\‘ ‘ T T ‘ T T
10.50 11.00
5000 m/z 103.00 23.71%
136.0
77.0 103.0
ol 180 39.0 559
e B T T
miz-> 20 40 60 80 100 120 140 A A
Abundance #18892: Phenol, 2-(1-methylethyl)- —f— —
121.0 10.50 11.00
m/z 77.10 22.45%
5000
136.0
77.0 103.0
39.0 ' ‘ A
odeo, 0600 | L e s
m/z--> 20 40 60 80 100 120 140 10.50 11.00

SFAM-EPA-BGO6

2022.M Thu Jun 23 14:10:33 2022
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062022\
BGB53962.D

: 20 Jun 2022 23:50
: CG/IU
: N3358-15

: 21 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062022.M

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
ion Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

6 p-Cumenol

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.227 7.00 ng/ul 51519 Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cumenol 136 C9H120 000099-89-8 94
2 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
3 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 91
4 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 91
5 p-Cumenol 136 C9H120 000099-89-8 91

Abundance Scan 1334 (11.227 min): BG053962.D\data.ms (-1328) (- | m/z 121.10 100.00%
121.1
5000
91.1 136.0
P e ey
39.1 650 ‘ ‘ ‘ 11.00 11.50
] A IRV WU P Y R O m/z 136.00  27.41%
miz--> 20 40 60 80 100 120 140
Abundance #18802: p-Cumeno
121.0
5000 /\ T ]
136.0 11.00 11.50
91.0 m/z 91.10 25.51%
390 650 ‘ ‘
O\J-\S\()‘\\\\“‘\\‘\‘\‘\\\\‘\\“ ba\\\“‘\\\\“\
m/z--> 20 100 120 140
Abundance
121.0 A
R A
11.00 11.50
5000 m/z 77.10 22.25%
77.0 103.0 136.0
51.0
S POV VNN N AL Y A NI
miz-> 20 40 60 80 100 120 140
Abundance #18901: Phenol, 3-(1-methylethyl)- 4 ﬁ —
121.0 11.00 11.50
m/z 103.00 16.66%
5000
136.0
39.0 o ‘ 103.0
0 \\\‘\\\\‘1\?52\‘\\\‘\\$\‘LM\\1“\\\ ‘\ ! A \\A\ T
m/z--> 20 40 60 80 100 120 140 11.00 11.50

SFAM-EPA-BG062022.M Thu Jun 23 14:10:34 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062022\
Data File : BG@53962.D

Acqg On : 20 Jun 2022 23:50
Operator : CG/JU

Sample : N3358-15

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062022.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Phenol, 2-(1,1-dimethylethyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.891 2.66 ng/ul 19618 Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1,1-dimethylethyl)- 150 C1eH140 000088-18-6 87
2 1,3-Cyclopentadiene, 1,3-bis(1-m... 150 C11H18 123278-27-3 64
3 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 53
4 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 50
5 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18 005293-90-3 47

Abundance Scan 1447 (11.891 min): BG053962.D\data.ms (-1441) (- | m/z 107.10 100.00%
107.1 135.1
5000
411 77‘ ! | 1150 12.00
o‘m‘HHH‘Jmh‘uH‘_Hh_lw‘””_”w m/z 135.05 92.17%
mfz--> 20 60 100 120 140
Abundance #27543: Phenol, 2—(l,l—dimethylethyl)—
1070 1350
5000
ll 50 12 00
39.0 %
o ‘ 770 ‘ 4 m/z 150.00  33.53
O\\\\‘\\\\“\ \‘ﬁ q\“\\\““ T \‘}‘\ “\‘1\‘}“ \\\\‘\l\\\o‘
m/z--> 20 80 100 120 140
Abundance
107.0
135.0 1150 12.00
5000 m/z 91.10 30.05%
43.0
77.0
0 26.0 60.0 152.0
e I
m/iz--> 20 40 60 80 100 120 140
Abundance #27480: Phenol, m-tert-butyl- — P
135.0 11.50 12.00
m/z 115.10 21.84%
5000 107.0
41.0 77.0
0 50 B R TN
m/z--> 20 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062022\
Data File : BG@53962.D

Acqg On : 20 Jun 2022 23:50
Operator : CG/JU

Sample : N3358-15

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062022.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Phenol, p-tert-butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.220 281.25 ng/ul 2070720  Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 97
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 95
3 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 93
4 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 90
Abundance Scan 1503 (12.220 min): BG053962.D\data.ms (-1492) (- | m/z 135.05 100.00%
135.1
5000 107.1
41.1 7.1 | 11 12.00 12:50
o AN VN7 N PR O AN - - B YR P 0 48.38%
m/z--> 20 40 60 80 100 120 140
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000
107.0 1200 1250
m/z 150.0 19.96%
91.
Jaso 40 o %0 g
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz-> 20 40 60 80 100 120 140
Abundance
135.0
T
1200 1250
5000 m/z 95.10 14.56%
107.0
41.0
91.0
ol 150 65.0 151.0
A e T B e
miz--> 20 40 60 80 100 120 140
Abundance #27476: Phenol, p-tert-butyl- T —
135.0 12.00 12.50
m/z 77.10 12.15%
5000
41.0 107.0
S T S O T S |
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062022\
Data File : BG@53962.D

Acqg On : 20 Jun 2022 23:50
Operator : CG/JU

Sample : N3358-15

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062022.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 n-Tetracosanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.357 3.21 ng/ul 68172  Chrysene-di12 21.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91

Abundance Scan 3058 (21.357 min): BG053962.D\data.ms (-3053) (- ' m/z 57.10 100.00%

i 97.1
5000

1 ‘%1 2089 2819 21.00 21.50
ol Il A T B A m/z 83.05 98.31%

m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000

21.00 21.50

m/z 55.10 93.19%
\\\\‘\\\ \‘\\\\\\\\\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance
57.0 97.0
|
21. 00 21 50
5000 m/z 43.05 89.03%

139.0
0 181.0 238.0 292.0 364.(
N  hand
miz--> 50 100 150 200 250 300 350

Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0 2100 2150

m/z 97.10  81.86%

7.0
5000 /&M
0 L5. d \H\‘ 1‘\ \3? 9 | 21\0.0 255.0 356.0 MA MN‘\N\ ﬁ‘f\ .

m/z--> 50 100 150 200 250 300 350 2100 2150
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062022\
Data File : BG@53962.D

Acqg On : 20 Jun 2022 23:50
Operator : CG/JU

Sample : N3358-15

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062022.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Cyclohexanol 5.987 29.1 ng/ul 150734 1 8.078 103462 20.0
Cyclohexanone 6.163 1991.3 ng/ul 10300900 1 8.078 103462 20.0
2-Methyl-1-hexanol 6.574 7.0 ng/ul 36078 1 8.078 103462 20.0
1-Hexanol, 2-et... 8.137 4.5 ng/ul 23367 1 8.078 103462 20.0
Phenol, 2-(1-me... 10.793 19.8 ng/ul 145841 2 10.887 147253 20.0
p-Cumenol 11.227 7.0 ng/ul 51519 2 10.887 147253 20.0
Phenol, 2-(1,1-... 11.891 2.7 ng/ul 19618 2 10.887 147253 20.0
Phenol, p-tert-... 12.220 281.3 ng/ul 2070720 2 10.887 147253 20.0
n-Tetracosanol-1 21.357 3.2 ng/ul 68172 5 21.721 424990 20.0
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