LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54591.D

Acqg On : 10 Aug 2022 16:48
Operator : CG/JU

Sample : N3971-14

Misc :

ALS Vvial : 12  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-BG071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54591.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.090 11 17 30 rVvB 231354 447113 26.87% 5.920%
2 4.406 237 241 251 rVB 37903 71563 4.30% 0.948%
3 5.058 347 352 361 rVB2 17407 30911 1.86% ©0.409%
4 5.463 414 421 430 rBV 58500 107869 6.48%  1.428%
5 5.563 432 438 453 rVB 135354 252748 15.19% 3.347%
6 6.603 610 615 626 rVB 21635 36624 2.20%  0.485%
7 7.179 706 713 723 rBV 88057 168460 10.12%  2.231%
8 7.972 841 848 854 rBV 57624 100648 6.05% 1.333%
9 8.031 854 858 862 rvv 17054 28687 1.72% 0.380%
10 8.090 862 868 876 rVB 76013 134828 8.10% 1.785%
11 8.348 904 912 920 rVB 123662 214834 12.91%  2.845%
12 9.083 1031 1037 1041 rBV2 24258 41369 2.49% 0.548%
13 9.142 1041 1047 1058 rVB 187070 365321 21.95% 4.837%
14 9.606 1121 1126 1133 rBV 11882 19195 1.15% ©.254%
15 9.706 1138 1143 1150 rVB 10852 19157 1.15% ©.254%
16 10.029 1192 1198 1205 rVB 11643 20256 1.22% 0.268%
17 10.176 1214 1223 1233 rBV4 39591 83243 5.00% 1.102%
18 10.787 1319 1327 1331 rBV 76087 144088 8.66%  1.908%
19 10.834 1331 1335 1342 rVB 134508 238244 14.32% 3.155%
20 11.721 1480 1486 1497 rVB3 14365 34888 2.10% 0.462%
21 12.661 1637 1646 1653 rVB3 20748 36910 2.22% 0.489%
22 12.966 1692 1698 1705 rBv4 11274 19673 1.18% 0.260%

23 13.237 1736 1744 1752 rBV ~ 555835 895700 53.83% 11.860%
24 13.466 1777 1783 1795 rVB 168425 274508 16.50% 3.635%
25 14.617 1972 1979 1986 rBV 137177 218728 13.14%  2.896%

26 16.116 2225 2234 2247 rBV2 514135 809636 48.65% 10.720%

27 16.691 2328 2332 2340 rVB2 11717 18199 1.09% 0.241%
28 17.367 2440 2447 2455 rBV 173454 277885 16.70% 3.679%
29 18.019 2554 2558 2563 rVB2 20050 29127 1.75% ©.386%

30 19.976 2884 2891 2896 rBV 1191784 1664048 100.00% 22.034%
31 21.633 3168 3173 3180 rBV2 217658 360125 21.64% 4.768%
32 24.841 3712 3719 3729 rVB2 129645 387682 23.30% 5.133%

Sum of corrected areas: 7552267
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54591.D

Acq On : 10 Aug 2022 16:48
Operator : CG/JU

Sample : N3971-14

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054591.D\data.ms
1200000

1000000
800000
600000

400000

.090
200000 9.142

5.563 8.348 10 834
4.406 5-4% ey %2?0 J\ 76 /\7\87
: 5.058" 6.603 /\ 9.083 g_giqeﬂjl% 11.721 12.661

0\\\\‘\\\\‘\\\’/\\‘\\\\’\_v_v_r‘\\\\‘\\\\‘,\\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘r\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 4.00 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG054591.D\data.ms
1200000 19.976

1000000

800000

6000001 13.237

16.116
400000
21.633
200000 3.466 14.617 17.367
0 .966 16.691 1§>19
‘ T I e B S L B o T 1 L e e B o S B
Time--> 1300 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: BG054591.D\data.ms
1200000
1000000
800000
600000
400000
24.841
200000 /\WWMWWW
O T VU
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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\BG081022\
Data File : BG@54591.D

Acq On : 10 Aug 2022 16:48
Operator : CG/JU

Sample : N3971-14

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.090 88.85 ng 447113 1,4-Dichlorobenzene-d4 7.972

Hit# of 5 Tentative ID MW MolForm CAS# 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 39
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 35
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 17 (3.090 min): BG054591.D\data.ms (-11) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1
T
Ul %9.1 ‘ 320 3.40 )
Ot e e e e e e m/z 43.05 42.23%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA D B B
43.0 3.20 3.40
' 87.0 m/z 87.10  28.64%
29.
ﬁo \‘\“ %90 ‘\
O H\‘HH‘HH’HH‘\\H‘\H‘\"HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e
3.20 3.40
5000 41.0 55.0 m/z 55.05  28.32%
27.0
Ol 1120 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- T
30.0 3.20 3.40
m/z 41.10 13.82%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54591.D

Acq On : 10 Aug 2022 16:48
Operator : CG/JU

Sample : N3971-14

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Cyclopentanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.406 14.22 ng 71563 1,4-Dichlorobenzene-d4 7.972

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 91
2 2-Hexene, (Z)- 84 C6H12 007688-21-3 59
3 3-Hexene, (E)- 84 CeH12 013269-52-8 59
4 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 53
5 3-Hexene 84 C6H12 000592-47-2 53
Abundance Scan 241 (4.406 min): BG054591.D\data.ms (-237) (-) m/z 55.05 100.00%

58.0
84.0
5000 41.1

“ 4.00 4.20 4.40 4.60 4.80
L R TR m/z 84.05 49.38%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1585: Cyclopentanone
55.0
28.0
5000 41.0 84.0

4.00 4.20 4.40 4.60 4.80
m/z 41.10 39.88%

15.0 \‘\‘\ 11,1

O\\‘\\‘\\‘\\!\‘\\\‘\‘f\\\‘\\‘\‘\\\\‘\\\\’\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1653: 2-Hexene, (2)-
55.0
S i T
4.00 4.20 4.40 4.60 4.80
5000 410 m/z 56.05  34.40%
27.0 84.0
69.0
0 ||
oot el
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1655: 3-Hexene, (E)- e
410 550 4.00 4.20 4.40 4.60 4.80
m/z 39.10 24.19%
5000
27.0 600 840
15.0 ‘
0 ‘W‘J‘W“J‘_“Wl»“ﬁﬂk“‘uﬁ“‘u,‘u‘W“ OH$WNH“H‘W‘H‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54591.D

Acq On : 10 Aug 2022 16:48
Operator : CG/JU

Sample : N3971-14

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Butane, 1-(1-methylethoxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.058 6.14 ng 30911 1,4-Dichlorobenzene-d4 7.972

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 1-(1-methylethoxy)- 116 C7H160 001860-27-1 50
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
3 Boronic acid, ethyl-, diethyl ester 130 C6H15B02 053907-92-9 38
4 Ethanol, 2-propoxy- 104 C5H1202 002807-30-9 33
5 2-0-Mesyl arabinose 228 C6H1207S 1000130-06-0 28
Abundance Scan 352 (5.058 min): BG054591.D\data.ms (-347) (-) m/z 43.10 100.00%
43.1
5000 59.1
S
‘ ‘ 75.1 101.1 4.80 5.00 5.20 5.40
0 wHH_H“Hw““‘M‘Jm“wH_m m/z 45.10  82.20%
m/z--> 0 20 40 60 80 100 120
Abundance #9534: Butane, 1-(1-methylethoxy)-
43.0
5000 HH‘HH‘HH‘\\/\A\‘H\/
28, m/z 59.10 41.09%
0 [T - T \H‘} \“M‘\ ﬁ\“"ow T “\ L \1\1\‘6.‘0\ T
miz--> 0 20 40 60 80 100 120
Abundance #10076: 2-Propanol, 1-(1-methylethoxy)-
45.0
A REmamEEE
4.80 5.00 5.20 5.40
5000 m/z 73.10 35.31%
27.T ‘ 73.0
o L ame
m/z--> 0 20 40 60 80 100 120
Abundance #15338: Boronic acid, ethyl-, diethyl ester ““_““‘H“‘H“J‘
45.0 4.80 5.00 5.20 5.40
m/z 41.10 33.07%
101.0
5000 3.0
29.0
ol 10 ‘M - Ml“‘ A SRS N 21V SN | N B
m/z--> 0 20 40 60 80 100 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54591.D

Acq On : 10 Aug 2022 16:48
Operator : CG/JU

Sample : N3971-14

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 2-Propanol, 1-butoxy- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.603 7.28 ng 36624  1,4-Dichlorobenzene-d4 7.972

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
2 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 53
3 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 38
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 36
5 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 33
Abundance Scan 615 (6.603 min): BG054591.D\data.ms (-610) (-) m/z 57.10 100.00%
57.1
41.1
5000 871
IR N M SR SR
‘ ‘ 6.20 6.40 6.60 6.80 7.00
0 H_HwWHMH_uH_H‘_MuwHlu_‘wauw,w,‘ m/z 45.10 93.83%
m/z--> 10 20 30 40 60 70 80 90 100110120130
Abundance #16538. 2-Propanol, 1-butoxy-
45.0
5000 e e
29.0 87.0 6.20 6.40 6.60 6.80 7.00
m/z 41.10 53.79%
O \\‘\H\‘\HM“HH‘MH‘H‘)f‘%‘f.\()\\[HH‘\\M“H\\‘\\\\‘%%?‘9\?‘\3’\2\9’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5037: 3,3-Dimethylbutane-2-ol
57.0
NS TIA T
21.0 6.20 6.40 6.60 6.80 7.00
5000 m/z 87.10 39.06%
87.0
oh 280 Il 720 | 1020
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10074: 1-Propanol, 2-(1-methylethoxy)- NSNS H NN
45.0 6.20 6.40 6.60 6.80 7.00
m/z 56.10 27.71%
5000 87.0
0 ‘ 69.0 103.0118.0
e R AR RREE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54591.D

Acq On : 10 Aug 2022 16:48

Operator : CG/JU

Sample : N3971-14

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 1-Hexanol, 2-ethyl- Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
8.031 5.70 ng 28687 1,4-Dichlorobenzene-d4 7.972
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1-Hexanol, 2-ethyl-
2 Carbonic acid, heptyl vinyl ester 186
3 Oxalic acid, isobutyl octyl ester 258

130

C8H180
C10H1803
C14H2604

000104-76-7 72
1010383-25-4 53
1000309-37-3 50
1000309-26-0 47
1000309-37-0 38

m/z 57.10 100.00%

A
L L B L AN R

7.80 8.00 8.20 8.40

m/z 41.10  39.95%

7.80 8.00 8.20 8.40

m/z 55.10  35.63%

AT

7.80 8.00 8.20 8.40

m/z 43.10  32.40%

7.80 8.00 8.20 8.40

m/z 56.10  22.45%

4 Oxalic acid, heptyl propyl ester 230 C12H2204
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004
Abundance Scan 858 (8.031 min): BG054591.D\data.ms (-854) (-)
57.1
5000
i WY
ol el b
m/z--> 20 40 60 80 100 120 140 160
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000
83.0
29.0 ‘
112.0
O\\\‘\‘r‘“\\“‘iw\w‘\w‘u\“!\\\“‘\\}\‘\\\\‘\\\\|\
m/z--> 20 40 60 80 100 120 140 160
Abundance #60437: Carbonic acid, heptyl vinyl ester
57.0
5000
20.0 98.0
0 RN I 77 YOl 129.0
B
m/z--> 20 40 60 80 100 120 140 160
Abundance #145465: Oxalic acid, isobutyl octyl ester
57.0
5000 290
SIS N AN N
m/z--> 20 40 60 80 100 120 140 160

7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54591.D

Acq On : 10 Aug 2022 16:48
Operator : CG/JU

Sample : N3971-14

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Mesitylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.090 26.79 ng 134828 1,4-Dichlorobenzene-d4 7.972

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 868 (8.090 min): BG054591.D\data.ms (-862) (-) m/z 105.05 100.00%
105.1
5000 1201
A RARNEEEREE
51.1 771 911 7.80 8.00 8.20 8.40
0oy BB i S Ll myz 120010 39.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
5000 1200 /\\\\‘\\\\‘\\\\‘\\\\’\\\\
7.80 8.00 8.20 8.40
m/z 77.10 13.07%
51.0 770 910
O \\’\H\’\2\\7\.?\\H"HH"“\‘\\\“6\4\*10\‘\H‘H‘\H\“HH‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
S LY
120.0 7.80 8.00 8.20 8.40
5000 m/z 91.10 10.43%
39.0 77.0 91.0
150 | T 630 | ] !
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl- R REEE L
105.0 7.80 8.00 8.20 8.40
m/z 119.10 10.07%
5000 120.0
o 28.0 1.0 77.0 91.0 f\
O N .2 OOV OO OO O BSOSO A YA WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54591.D

Acq On : 10 Aug 2022 16:48

Operator : CG/JU

Sample : N3971-14

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 8 1Indane Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
8.348 42.69 ng 214834  1,4-Dichlorobenzene-d4 7.972
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 74
3 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 72
4 Benzene, l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 68
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 68
Abundance Scan 912 (8.348 min): BG054591.D\data.ms (-904) (-) m/z 117.10 100.00%
11y.1
5000
91.1 A
39.1 63.1 771 8.00 8.20 8.40 8.60
Ol e el m/z 11810 55.23%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #10181: Indane
117.0
5000 L L B B I R AL B
8.00 8.20 8.40 8.60
m/z 115.10  33.63%
91.0
39.0 63‘.0 77.0 ‘ |
O H\‘HH‘\H.\‘\H‘\‘HH“HH“\HM}\‘H‘\H‘HHH“HHH‘H\‘HH“HH
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
R ERRmEEEE T
8.00 8.20 8.40 8.60
m/z 91.10 19.91%
5000 91.0
370 65.0
0 m‘\m‘\m‘m‘wuw‘wm{‘w!‘1‘\‘”‘\””‘””‘11\u‘\‘m‘\m“\m
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #10186: Benzene, 2-propenyl- AR A AL
117.0 8.00 8.20 8.40 8.60
m/z 63.10 9.94%
5000 91.0
39.0
‘ 65.0 ‘
0 m‘HH‘JT?(‘O‘H:“W‘H‘HHMME‘1‘1‘”‘“1“‘!‘””‘11‘H“‘MWHWH Al e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54591.D

Acq On : 10 Aug 2022 16:48
Operator : CG/JU

Sample : N3971-14

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.083 8.22 ng 41369 1,4-Dichlorobenzene-d4 7.972
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 94
2 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 93
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 87
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 87
5 p-Cymene 134 CleHi4 000099-87-6 87
Abundance Scan 1037 (9.083 min): BG054591.D\data.ms (-1031) (-) m/z 119.10 100.00%
119.1
5000
91.1 134.1 NS A VL
391 650 ‘ ‘ 8.80 9.00 9.20 9.40
0 HwWHWMWH‘MwMH_‘H‘J:“J‘H‘Hluwluuw m/z 117.00  26.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 LB L B LI B LA BN
8.80 9.00 9.20 9.40
9L.0 134.0 m/z 134.05  25.87%
39.0 65.0 ‘
O \\‘]-\?)\.\0‘\\\‘\‘\\\\“‘\\\\i‘\‘\\\‘H\\‘H\‘“‘H\\‘H\\‘M‘\\‘HU\lHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
1S R
8.80 9.00 9.20 9.40
5000 m/z 91.10 21.84%
91.0 134.0
390 650 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 Ar\
Abundance #17104: Benzene, lrneﬂwl3(1rneﬂwkﬁhy0 ﬂ“‘_‘M‘_“‘_“‘ﬂ‘ﬂ
19.0 8.80 9.00 9.20 9.40
m/z 77.00 11.94%
5000
91.0
134.0
390 650 ‘ m ﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54591.D

Acq On : 10 Aug 2022 16:48
Operator : CG/JU

Sample : N3971-14

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.606 2.66 ng 19195 Naphthalene-d8 10.787

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 91
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
3 o-Cymene 134 CleHi4 000527-84-4 91
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
5 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 91
Abundance Scan 1126 (9.606 min): BG054591.D\data.ms (-1121) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.1 \/\ AT L T
411 65.1 | ‘ 9.50 10.00
bbb A gz 134005 41.71%
miz--> 20 40 60 80 100 120 140
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
5000 134.0 /\ \n T w/\\ 7
9.50 10.00
91.0 m/z 91.10 23.02%
41.0
65.0
O \\\’2\6‘.\0\ \H\ \‘W\ “M\ T \“" T “\ ‘W\ \w‘l L \‘\ ‘\
miz—-> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 | [\ | n |
i s
9.50 10.00
5000 134.0 m/z 120.10  12.94%
91.0
150 390 650 |
R
miz--> 20 40 60 80 100 120 140
Abundance #16991: 0-Cymene T —
119.0 9.50 10.00
m/z 117.10 11.86%
5000 91.0
134.0
39.0 65.0
0 ‘1‘5‘(0, S “‘*“‘\“*“ : ““, T m AR ——
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54591.D

Acq On : 10 Aug 2022 16:48
Operator : CG/JU

Sample : N3971-14

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.029 2.81 ng 20256  Naphthalene-d8 10.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 90
4 Benzene, (2-methyl-1-propenyl)- 132 C1leH12 000768-49-0 87
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
Abundance Scan 1198 (10.029 min): BG054591.D\data.ms (-1192) (- | m/z 117.10 100.00%
117.1
5000 132.1 /\
91.0 L \
39.2 65‘»1 “ 10.00
Obprrre e e e el m/z 132,05 42.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000 e A‘
10.00
51.0 m/z 115.10 35.91%
27.0 | ‘ ‘
OH‘H\\‘H\\‘HH‘\\\\M‘H‘\‘}‘H\\‘\M\‘\H\‘\H\‘“\‘H‘\H!‘\H‘U‘\‘H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16106: 3-Phenylbut-1-ene
117.0 /\
o LMY,
10.00
5000 m/z 131.05 23.56%
91.0 132.0
390 g50 ‘
o"‘H"_m_"“_"‘;‘mw"‘H‘!u‘mw"M‘_mwu“mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- — ﬁ
117.0 10.00
m/z 91.00 17.61%
5000 132.0
390 50 910 ‘ ‘ )\J\ A
A< O S NS S 12 |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54591.D

Acq On : 10 Aug 2022 16:48
Operator : CG/JU

Sample : N3971-14

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 1-Phenyl-1-butene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.176  11.55 ng 83243  Naphthalene-d8 10.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 81
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 81
4 Benzene, l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 76
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 74
Abundance Scan 1223 (10.176 min): BG054591.D\data.ms (-1214) (- | m/z 117.10 100.00%
117.1
5000
132.1
91.1 7 T
39.1 60.0 73.1 ‘ 104.1 ‘ ‘ 10.00 10.50
0 wmwHH“Mm;‘m‘Mu‘M‘Hw‘HHpmm_‘HWMHW m/z 115.00  32.57%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16107: 1-Phenyl-1-butene
11v.0
5000 132.0 : /\ /\ TR
910 10.00 10.50
L m/z 132.05  29.32%
27.0 L 51‘0640 ‘ ‘ 104.0 Il ‘
O\‘\H\‘H\\‘HH“‘}H‘\H\‘\Hl‘HH‘\\H‘MH\‘HH‘H\‘“‘\‘H\‘H
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
L Y
132.0 10.00 10.50
5000 m/z 119.10 20.52%
91.0
270 10640 770 ‘ 104.0 | ‘
0 W‘HW‘HJM‘HHM‘W‘LW‘HH_‘H‘H‘W‘NW‘H!_‘NHﬁ‘W‘
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140 \
Abundance #16106: 3-Phenylbut-1-ene A A
117.0 10.00 10.50
m/z 91.10 18.56%
5000
91.0 132.0
39.0 ‘ WA
TN A 0 O L T
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54591.D

Acq On : 10 Aug 2022 16:48
Operator : CG/JU

Sample : N3971-14

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Phenol, 4-(1,1-dimethylprop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.466  25.10 ng 274508  Acenaphthene-di0 14.618
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 94
2 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 72
3 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 72
4 4,4'-(1,2-diethylethylene)diphenol 270 C18H2202 005635-50-7 64
5 Hexestrol, O-(n-propyloxycarbonyl)- 356 C22H2804 1000487-65-1 64
Abundance Scan 1783 (13.466 min): BG054591.D\data.ms (-1777) (-~ | m/z 135.05 100.00%
135.1
5000 107.0
e
41.1 77.1 164.1 13.50
0 H‘““‘U"whpﬁ"M“mm‘wd‘uw“uj_‘M“l“ m/z 107.00  49.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
o 1070 1350
m/z 95.10 11.47%
41.0 77.0 164.0
0 \\\‘\\\\“‘\ Ll “\“\ T \‘”‘ T \H\ “\‘} \‘\‘i‘\ T \‘! T e T !‘H
miz--> 20 40 60 80 100 120 140 160
Abundance #27480: Phenol, m-tert-butyl-
135.0
ALy
13.50
5000 107.0 m/z 77.10 11.13%
41.0 77.0
olso  llseo Ll L
m/z--> 20 40 60 80 100 120 140 160 /A
Abundance #27481: Phenol, p-tert-butyl- A
135.0 13.50
m/z 91.10 11.10%
5000
107.0
77.0
olsso MPse0 07 L L L. ML
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54591.D

Acq On : 10 Aug 2022 16:48
Operator : CG/JU

Sample : N3971-14

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.019 2.10 ng 29127  Phenanthrene-die 17.367
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 70
2 3,5-Cyclohexadiene-1,2-dione, 3,... 220 C14H2002 003383-21-9 30
3 Xylazine 220 C12H16N2S 007361-61-7 25
4 2-(3,3-Dimethylbut-1-ynyl)thieno... 220 C12H12S2 1010250-48-5 18
5 Benzenethanol, O, .beta.,.beta.,2... 220 C15H240 1010128-94-8 15
Abundance Scan 2558 (18.019 min): BG054591.D\data.ms (-2554) (- | m/z 205.00 100.00%
205.0
57.0
5000 91.1 2610
L 183 ' S T—iT
AT Y o
A “‘u ‘ “WH‘ Iny “M L L w/z 217.85  84.23%
miz--> 50 100 150 200 250 300
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
205.0

5000
18.00

m/z 57.05 66.31%

O,
m/z--> 50 100 150 200 250 300
Abundance #99036: 3,5-Cyclohexadiene-1,2-dione, 3,5-bis(1,1-dimet
57.0 205.0
T \
18.00
5000 108.0 149.0 ITI/Z 175.00 57.67%
0,
m/z--> 50 100 150 200 250 300
Abundance #98651: Xylazine
205.0 18.00
m/z 177.10 52.39%
5000
77.0 145.0
41.0 ‘ A
I <Y1 0 T N U U S | L I
m/z--> 50 100 150 200 250 300 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54591.D

Acqg On : 10 Aug 2022 16:48
Operator : CG/JU

Sample : N3971-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.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|
Butane, 2-metho... 3.090 88.8 ng 447113 1 7.972 100648 20.0
Cyclopentanone 4.406 14.2 ng 71563 1 7.972 100648 20.0
Butane, 1-(1-me... 5.058 6.1 ng 30911 1 7.972 100648 20.0
2-Propanol, 1-b... 6.603 7.3 ng 36624 1 7.972 100648 20.0
1-Hexanol, 2-et... 8.031 5.7 ng 28687 1 7.972 100648 20.0
Mesitylene 8.090 26.8 ng 134828 1 7.972 100648 20.0
Indane 8.348 42.7 ng 214834 1 7.972 100648 20.0
Benzene, 1l-ethy... 9.083 8.2 ng 41369 1 7.972 100648 20.0
1,3-Cyclopentad... 9.606 2.7 ng 19195 2 10.787 144088 20.0
Benzene, 2-ethe... 10.029 2.8 ng 20256 2 10.787 144088 20.0
1-Phenyl-1-butene 10.176 11.6 ng 83243 2 10.787 144088 20.0
Phenol, 4-(1,1-... 13.466 25.1 ng 274508 3 14.618 218728 20.0
7,9-Di-tert-but... 18.019 2.1 ng 29127 4 17.367 277885 20.0
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