LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127952.D

Acqg On : 27 Apr 2022 18:30
Operator : CG\JU

Sample : N2482-16

Misc :

ALS vial : 8 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-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127952.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.475 368 372 380 rVB 353808 421155 8.24%  1.552%
2 5.175 487 491 502 rBvV 134070 166817 3.26% 0.615%
3 5.557 551 556 559 rBV 2816184 2716797 53.16% 10.011%
4 6.157 654 658 662 rBV 66146 53097 1.04% 0.196%
5 6.551 720 725 728 rBV 2256867 2228233 43.60% 8.211%
6 6.728 751 755 758 rBV 184938 193826 3.79% 0.714%
7 6.757 758 760 770 rVW 165546 236735 4.63% 0.872%
8 6.851 773 776 786 rVV 191333 313253  6.13% 1.154%
9 6.928 786 789 797 rVB 800377 719406 14.08% 2.651%
10 7.063 799 812 813 rBv4 19125 53332 1.04% 0.197%
11 7.1e4 813 819 825 rVv2 98231 127166 2.49% 0.469%
12 7.334 853 858 865 rvB3 48831 65838 1.29% 0.243%
13 7.498 880 886 889 rVB 2841329 3059484 59.86% 11.274%
14 7.945 956 962 965 rVB 53189 54731 1.07% 0.202%
15 8.151 993 997 999 rBV 81406 85161 1.67% 0.314%
16 8.210 1003 1007 1011 rBV 910834 853167 16.69%  3.144%
17 8.457 1037 1049 1052 rBV5 25599 79360 1.55% ©.292%
18 8.616 1073 1076 1086 rVB2 38249 52944 1.04% 0.195%
19 9.210 1170 1177 1178 rBV2 52635 73806 1.44% 0.272%
20 9.292 1185 1191 1194 rBV 5075017 5110757 100.00% 18.833%

21 9.386 1204 1207 1224 rVB 633590 812912 15.91%
22 9.969 1301 1306 1310 rBV 1051316 935757 18.31%
23 10.380 1372 1376 1380 rVB 182288 156736  3.07%
24 10.675 1422 1426 1428 rBV 165682 138292  2.71%
25 10.763 1436 1441 1445 rBV 2825161 2671042 52.26%

LOOWN
1l
~
00
B

26 11.463 1556 1560 1563 rBV 1015053 842835 16.49% 3.106%
27 11.839 1621 1624 1627 rBV 101132 74627 1.46% 0.275%
28 13.051 1825 1830 1833 rBV 3838976 3633986 71.10% 13.391%
29 14.104 2006 2009 2017 rVB 548857 538678 10.54%  1.985%
30 15.615 2261 2266 2277 rBV 484014 667651 13.06% 2.460%

Sum of corrected areas: 27137581
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042722\

BF127952.D
: 27 Apr 2022 18:30
: CG\JU
: N2482-16
: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BF127952.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127952.D

Acqg On : 27 Apr 2022 18:30
Operator : CG\JU

Sample : N2482-16

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Cyclopentanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.475 11.71 ng 421155 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 90
2 2-Hexene 84 C6H12 000592-43-8 64
3 2-Hexene, (E)- 84 C6H12 004050-45-7 64
4 3-Hexene 84 C6H12 000592-47-2 50
5 3-Hexene, (Z)- 84 C6H12 007642-09-3 50
Abundance Scan 372 (4.475 min): BF127952.D\data.ms (-368) (-) m/z 54.95 100.00%
55.0
84.0
5000 41.0
H 4.20 4.40 4.60 4.80
Ot el 88l m/z 8405 47.38%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1584: Cyclopentanone
553.0
28.0
5000 410
AR A RammaRE T
84.0 4.20 4.40 4.60 4.80
m/z 41.05 39.07%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1638: 2-Hexene
55.0
AT R
4.20 4.40 4.60 4.80
42.0 m/z 56.10  32.58%
5000 84.0
29.0 69.0
wo |
oH_m_m_m;“”‘,u‘lwmu,””_m_‘
miz--> 10 40 50 60 70 80 90
Abundance #1651:2—Hexene,(E} R Rmaa e
55.0 4.20 4.40 4.60 4.80
m/z 39.05 19.22%
5000 42.0
84.0
29.0 69.0
m/z--> 10 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127952.D

Acqg On : 27 Apr 2022 18:30
Operator : CG\JU

Sample : N2482-16

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 unknown5.175 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.175 4.64 ng 166817 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 43
2 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 40
3 Butane, 1-(1-methylethoxy)- 116 C7H160 001860-27-1 40
4 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 38
5 Ethanol, 2-propoxy- 104 C5H1202 002807-30-9 37
Abundance Scan 491 (5.175 min): BF127952.D\data.ms (-487) (-) m/z 43.05 100.00%
43.0
5000 59.1
73.0 ‘YTY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y*
101.1 4.80 5.00 5.20 5.40

Obrrprrer et sttty b m/z 45.00 52.42%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #5406: Ethanol, 2-(1-methylethoxy)-
43.0
5000 LI L LA B B R B
270 4.80 5.00 5.20 5.40
' 73.0 89.0 m/z 59.10 45.66%
N

0H‘\\H‘\\}\“\‘f\f“f‘}f\‘\\‘\H‘H\\‘HH’\H\‘HH‘H.H’\H\‘H\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #5062: Propane, 1-(1-methylethoxy)-

43.0
e ARERERR S NaR
4.80 5.00 5.20 5.40
5000 m/z 73.05 21.13%
73.0
57.0 87.0
270 ‘ | ‘ 101.0
ob 248 i i b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9534: Butane, 1-(1-methylethoxy)- R R
43.0 4.80 5.00 5.20 5.40
56.0 m/z 41.05 19.95%
5000
73.0 101.0
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40

8270-BF042222.M Thu Apr 28 17:09:33 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127952.D

Acqg On : 27 Apr 2022 18:30
Operator : CG\JU

Sample : N2482-16

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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-Propanol, 1-(2-methoxy-1-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.728 5.39 ng 193826 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 83
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 53
3 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 50
4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 42
5 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 40

Abundance Scan 755 (6.728 min): BF127952.D\data.ms (-751) (-) m/z 59.10 100.00%

59.1
5000 48.0
103.1

M Ao 100 6.40 6.60 6.80 7.00
el et R M0 m/z 45.05  50.66%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0

o

5000 \\‘\\\\‘\\\\‘\\\\‘\\\\’
6.40 6.60 6.80 7.00
a1 103.0 m/z 103.10  32.59%
ol 120 [ 2 ‘ 130.0
H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘ff\\’H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
SIS T AN 0
6.40 6.60 6.80 7.00
5000 m/z 73.10 28.73%
31.0 103.0
B JH . S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17321: Dipropylene glycol (isomer 3)

59.0 6.40 6.60 6.80 7.00
m/z 41.10 25.44%

5000
31.0 103.0
S

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127952.D

Acqg On : 27 Apr 2022 18:30
Operator : CG\JU

Sample : N2482-16

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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-Propanol, 2,2'-oxybis-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
6.757 6.58 ng 236735 1,4-Dichlorobenzene-d4 6.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603

020324-32-7 83

2 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 59
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
4 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 53
5 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 53
Abundance Scan 760 (6.757 min): BF127952.D\data.ms (-758) (-) m/z 59.10 100.00%
59.1
5000
a1 103.1
A RREEREEERREE
“ 70 6.40 6.60 6.80 7.00
Obrrprereprrreprre el e 20 e b M/z 45,180 52.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 \‘\\\\‘\\\\’\\\\‘\\\\‘\
6.40 6.60 6.80 7.00
a1, 103.0 m/z 103.05  33.68%
ol 120 [ 2 ‘ 130.0
H‘\\H‘H\\‘\\H‘\H\‘\\\\‘\H\‘f!\\’H\\‘\\H‘HH‘HH‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17307: 1-Propanol, 2,2'-oxybis-
59.0
SNEBERN B o i
6.40 6.60 6.80 7.00
5000 m/z 73.10 27.90%
31.0 103.0
0 15.0 \‘ \m‘ 11l 75.0
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)- R AR AR
59.0 6.40 6.60 6.80 7.00
m/z 41.05 27.84%
5000
31.0 103.0
b0 il omme | LM
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00

8270-BF042222.M Thu Apr 28 17:09:35 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127952.D

Acqg On : 27 Apr 2022 18:30
Operator : CG\JU

Sample : N2482-16

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 5 2-Propanol, 1-(2-methoxypro... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

6851 s71ng 313253 1,4-Dichlorobenzene-dd  6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603
3 Dipropylene glycol (isomer 3) 134 C6H1403
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403
5 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203

Abundance Scan 776 (6.851 min): BF127952.D\data.ms (-773) (-)

013429-07-7 83
020324-32-7 83
1000506-25-5 64
000106-62-7 64
029911-28-2 50

m/z 59.05 100.00%

59.0
5000
43,0 6,60 6.80 7.00 7.20
I 71 1041 4505 14.95%
0t el R e e M/Z 45,05 14.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
5000 LB R B B B R U
6.60 6.80 7.00 7.20
m/z 43.00 10.86%
31.0
o 180 -yl | 760 1949 1300
H‘\\\\‘HH‘HH‘HH‘HH‘HH‘H\\’H\\‘\\H‘HH‘HH‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
6.60 6.80 7.00 7.20
5000 ITI/Z 73.10 9.41%
31.0 104.
o280 Il L 10 TR o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17321: Dipropylene glycol (isomer 3)
59.0 6.60 6.80 7.00 7.20
m/z 41.05 9.30%
5000
31.0 103.0
TP OO T - U U W X =50
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20

8270-BF042222.M Thu Apr 28 17:09:36 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127952.D

Acqg On : 27 Apr 2022 18:30
Operator : CG\JU

Sample : N2482-16

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 6 Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.104 3.54 ng 127166 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 83
2 Benzene, cyclopropyl- 118 C9H1e0 000873-49-4 64
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 60
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 58
Abundance Scan 819 (7.104 min): BF127952.D\data.ms (-813) (-) m/z 117.10 100.00%
1171
5000
146.0
910 TI T T T
39.0 630 M 6.80 7.00 7.20 7.40
0! b 20t m/z 118.10 56.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000 \\‘\\\/\\‘\\\\‘\\\\‘\\\\/’
6.80 7.00 7.20 7.40
39.0 91.0 m/z 115.00 34.73%
’ 3.0 '
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10198: Benzene, cyclopropyl-
117.0
e
6.80 7.00 7.20 7.40
5000 91.0 m/z 146.60  25.91%
39.0 65.0
o RSN O MO 7 S LSS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl- ‘W‘A‘W“‘W“‘W“‘W
117.0 6.80 7.00 7.20 7.40

m/z 91.00 17.81%

5000 91.0

39.0 65.0

bt b b
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127952.D

Acqg On : 27 Apr 2022 18:30
Operator : CG\JU

Sample : N2482-16

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 7 Phenol, 4-(1,1-dimethylprop... Conce
R.T. EstConc Area Relative to IS
9.386 17.37 ng 812912  Acenaphthene-di10

Hit# of 5 Tentative ID MW MolForm
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160
2 Phenol, p-tert-butyl- 150 C1eH140
3 Hexestrol, O-trifluoroacetyl- 366 C20H21F303

4 4,4'-(1,2-diethylethylene)diphenol 270 C18H2202
5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220

Abundance Scan 1207 (9.386 min): BF127952.D\data.ms (-1204) (-)

arch Compound Report

BF042222 .M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 1

D R.T.

"""""" 9.969
CASH# Qual

000080-46-6 93
000098-54-4 90
1000365-31-7 72
005635-50-7 64
000140-66-9 64

m/z 135.05 100.00%

135.1
5000
[T e
77.0 9.00 9.20 9.40 9.60 9.80
ol 38 Ll h L m/z 107.85  43.75%
m/z--> 50 100 150 200 250 300 350
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 ‘\\\\‘\J\l\\‘\\\\‘\\\\‘\\
9.00 9.20 9.40 9.60 9.80
m/z 77.00 10.81%
410 %%
O\\\‘\“‘\‘1“\\”“\‘!‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #27474: Phenol, p-tert-butyl-
135.0
P S e R
9.00 9.20 9.40 9.60 9.80
5000 ITI z 95.05 10.66%
41.0 95#
m/z--> 50 100 150 200 250 300 350
Abundance #275036: Hexestrol, O-trifluoroacetyl- T T
135.0 9.00 9.20 9.40 9.60 9.80
m/z 136.00 10.42%
5000
oL 40 aa 203.0 295.0  366.
A Do
m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127952.D

Acqg On : 27 Apr 2022 18:30
Operator : CG\JU

Sample : N2482-16

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Cyclopentaneacetic acid, 3-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.675 2.96 ng 138292  Acenaphthene-di10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 97
2 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 47
3 Undecenyl tiglate, 2E- 252 C16H2802 1000383-56-5 43
4 Oxalic acid, cyclohexyl tetradec... 368 C22H4004 1000309-31-5 38
5 Prop-2-ynyl (E)-2-methylbut-2-en... 138 C8H1002 1000373-72-5 38
Abundance Scan 1426 (10.675 min): BF127952.D\data.ms (-1422) (1 m/z 83.10 100.00%
3.1
5000
153.1
55.0 P —
10.50 11.00
123.1 ‘ 195.1
oHHW“““HJ“M‘ Dy ALY 19512062 ) 95305 28.28%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240
Abundance #106653: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, meth
83.0
5000 ’\\\‘\\/\\A\‘\
156.0 10.50 11.00
55.0 m/z 82.00 24.09%
O \2‘\7‘\‘.\0\““‘\ T \HL “ \m‘\h\““ 1‘\‘\““‘ T \“:\L\Z‘:‘?\.\O\“ T \W‘ T ‘:\]-?\5‘\0\ \2\‘29\\0‘ T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #7665: Cyclopentane, 1-ethyl-1-methyl-
83.0
55.0
—— ey
10.50 11.00
5000 m/z 156.10 21.35%
27.0
oM‘\:\H\umw“1Hm%-em_m_HW_HWW
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #138353: Undecenyl tiglate, 2E- N iy B
83.0 10.50 11.00
m/z 55.00 21.14%
5000 55.0
125.0
bt L 200 2070220 sk
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 10.50 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127952.D

Acqg On : 27 Apr 2022 18:30
Operator : CG\JU

Sample : N2482-16

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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|
Cyclopentanone 4.475 11.7 ng 421155 1 6.928 719406 20.0
unknown5.175 5.175 4.6 ng 166817 1 6.928 719406 20.0
2-Propanol, 1-(... 6.728 5.4 ng 193826 1 6.928 719406 20.0
1-Propanol, 2,2... 6.757 6.6 ng 236735 1 6.928 719406 20.0
2-Propanol, 1-(... 6.851 8.7 ng 313253 1 6.928 719406 20.0
Indane 7.104 3.5 ng 127166 1 6.928 719406 20.0
Phenol, 4-(1,1-... 9.386 17.4 ng 812912 3 9.969 935757 20.0
Cyclopentaneace... 10.675 3.0 ng 138292 3 9.969 935757 20.0
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