LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132706.D

Acqg On : 08 Mar 2023 23:42
Operator : CG\JU

Sample : 01829-13

Misc :

ALS Vvial : 19 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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132706.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.216 443 447 453 rVB 847727 898216 19.99% 4.494%
2 5.622 512 516 523 rBV 2160890 2096298 46.65% 10.489%
3 6.634 684 688 696 rBV 1976880 2135856 47.54% 10.687%
4 6.993 745 749 752 rBV 1022011 803786 17.89% 4.022%
5 7.551 841 844 848 rBV 1400515 1223886 27.24% 6.124%
6 8.157 943 947 953 rBV3 54749 128756 2.87% 0.644%
7 8.275 964 967 970 rBV 1012427 890680 19.82%  4.457%
8 8.351 977 980 988 rBV 495471 533576 11.88% 2.670%
9 8.810 1051 1058 1064 rBV4 148046 282011 6.28% 1.411%
10 9.051 1096 1099 1102 rBV 185890 202943 4.52% 1.015%
11 9.351 1147 1150 1153 rBV 2881564 2425484 53.98% 12.137%
12 9.381 1153 1155 1157 rVB 516839 392333 8.73% 1.963%
13 9.416 1158 1161 1163 rVWV 571221 530821 11.81% 2.656%
14  9.463 1167 1169 1171 rBV2 391800 320301 7.13% 1.603%
15 9.622 1192 1196 1199 rVB 5165664 4493217 100.00% 22.483%
16 9.804 1225 1227 1230 rVB3 412187 310322 6.91% 1.553%
17 9.904 1241 1244 1247 rBV2 614246 685137 15.25%  3.428%

18 9.939 1247 1250 1253 rBV 1412700 1631320 36.31% 8.163%

Sum of corrected areas: 19984943
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132706.D

Acq On : 08 Mar 2023 23:42
Operator : CG\JU

Sample : 01829-13

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF132706.D\data.ms

1.2e+07
le+07
8000000
6000000
4000000

5.622
2000000 6.634 7551

5.216 6.993

o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\
Time--> 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 7.80

Abundance TIC: BF132706.D\data.ms
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— —— —— —r— —— —r— ——
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Abundance TIC: BF132706.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132706.D

Acq On : 08 Mar 2023 23:42
Operator : CG\JU

Sample : 01829-13

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T.
5.216  22.35 ng 898216  1,4-Dichlorobenzene-d4 6.993

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 447 (5.216 min): BF132706.D\data.ms (-443) (-) m/z 43.00 100.00%

3.0
5000 A
101'0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
‘ 4.80 5.00 5.20 5.40 5.60
Ol b al®90 WL 1409 2070 n/z s9.ee  65.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.80 5.00 5.20 5.40 5.60
m/z 101.00 23.78%
‘L 101.0
O\\\\‘\“\H\\"H}\\w‘\\.\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e R
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 15.93%
0 I \‘H ‘ 12\60
-t
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4529: 2,3-Butanedione, monooxime
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.61%
5000
101.0
15.0
0 \‘ \‘ L 1l ‘ 69'0 L
e e e e DT T
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132706.D

Acq On : 08 Mar 2023 23:42
Operator : CG\JU

Sample : 01829-13

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Benzenamine, 2-methoxy- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.157 2.89 ng 128756  Naphthalene-d8 8.281

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenamine, 2-methoxy- 123 C7HONO 000090-04-0 91
2 2-Pyridinamine, 3-methyl- 108 C6H8N2 001603-40-3 72
3 1,2-Benzenediamine 108 C6H8N2 000095-54-5 64
4 1,4-Benzenediamine 108 C6H8N2 000106-50-3 64
5 Pyrazinamide 123 C5H5N30 000098-96-4 64
Abundance Scan 947 (8.157 min): BF132706.D\data.ms (-943) (-) m/z 80.00 100.00%
80.0 108.0
5000
53.0 T T T
‘ 1290 150.9 7.80 8.00 8.20 8.40
Ot Mpﬁ‘wﬂ‘;wu“ T e m/z 108.00  98.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #11597: Benzenamine, 2-methoxy-
1238.0
80.0
5000 L L LN B I B I
7.80 8.00 8.20 8.40
53.0 m/z 123.00 76.92%
0 \\\‘2\7‘}'(\)\““\\“H‘\“\“\\\““‘\\1”\1‘0\51(\]\‘1\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #6030: 2-Pyridinamine, 3-methyl-
108.0
800 L L L B L L I R B
7.80 8.00 8.20 8.40
5000 m/z 53.00 20.45%
280 530 ‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #5979: 1,2-Benzenediamine T
108.0 7.80 8.00 8.20 8.40
m/z 52.00 17.74%
80.0
5000
28.0
‘ 53.0
0 “W‘M“W“ ‘HWH‘WM‘M“‘““_“““‘““‘ PP TR T
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_F\Data\BF030823\
Data File : BF132706.D

Acq On : 08 Mar 2023 23:42
Operator : CG\JU

Sample : 01829-13

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Benzene, 1l-isocyanato-2-met... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.351 11.98 ng 533576  Naphthalene-d8 8.281

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-isocyanato-2-methoxy- 149 C8H7NO2 000700-87-8 94
2 Benzene, 1-isocyanato-4-methoxy- 149 C8H7NO2 005416-93-3 59
3 1H-Benzotriazole, 5-methoxy- 149 C7H7N30 027799-91-3 53
4 Benzonitrile, 4-hydroxy-3-methoxy- 149 C8H7NO2 004421-08-3 43
5 Benzene, 1-isocyanato-3-methoxy- 149 C8H7NO2 018908-07-1 38
Abundance Scan 980 (8.351 min): BF132706.D\data.ms (-977) (-) m/z 149.00 100.00%

149.0
106.0
5000 80
51.0

8.00 8.20 8.40 8.60
el b L1791 207006 60 73.08%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27257: Benzene, 1-isocyanato-2-methoxy-
149.0

5000 120.0 R R
8.00 8.20 8.40 8.60
78.0

510 ‘ m/z 133.95  58.80%

\\\‘2\7\(\)\‘\\“}\‘\\\\‘\\\\‘\‘f‘\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27256: Benzene, 1-isocyanato-4-methoxy-
149.0

8.00 8.20 8.40 8.60

o

o

5000 520 7 106.0 m/z 120.00 54.84%
15.0 8.0
ol “U JH_‘H"H‘l"H‘H"_m_“wwwww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27196: 1H-Benzotriazole, 5-methoxy- ARREE A
149.0 8.00 8.20 8.40 8.60
106.0 m/z 78.00 50.92%
5000
510 (90
0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132706.D

Acq On : 08 Mar 2023 23:42
Operator : CG\JU

Sample : 01829-13

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 4 6-Tridecene, 7-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.810 6.33 ng 282011 Naphthalene-d8 8.281

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 76
2 4-Nonene, 2-methyl- 140 Cl1oH20 055724-84-0 64
3 6-Tetradecene, (E)- 196 C14H28 041446-64-4 60
4 Cyclopentane, propyl- 112 C8H16 002040-96-2 58
5 Cyclopentane, 1-pentyl-2-propyl- 182 C13H26 062199-51-3 58
Abundance Scan 1058 (8.810 min): BF132706.D\data.ms (-1051) (-) m/z 69.05 100.00%
69.0
5000 410
1111
s A RR R
151.1 196.1 8.40 8.60 8.80 9.00 9.20
ol el m/z 55.00  64.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71761: 6-Tridecene, 7-methyl-
55.0
5000 DL B LALEL B W
830 8.40 8.60 8.80 9.00 9.20
111.0 m/z 56.00 53.25%
‘ 196.0
O\\\‘\\\\“‘\\\“\\\“‘!‘\‘\‘\h‘\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\1‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20670: 4-Nonene, 2-methyl-
55.0
s A RR R
8.40 8.60 8.80 9.00 9.20
5000 m/z 41.00 51.51%
140.0
b L]0 0 MW
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71742: 6-Tetradecene, (E)- s A RR R
55.0 8.40 8.60 8.80 9.00 9.20
m/z 57.00 49.97%
5000{ 290 83.0
111.0 196.0
0 I ‘\ H‘ ‘ H‘ \“ i 140'0 168'0 ‘
AR R R A AREAE SR s REAma aRR T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132706.D

Acq On : 08 Mar 2023 23:42

Operator : CG\JU

Sample : 01829-13

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Phthalic anhydride

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.051 4.56 ng 202943  Naphthalene-d8 8.281
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 95
2 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 90
3 Bicyclo[4.2.0]octa-1,3,5-triene-... 132 C8H402 006383-11-5 83
4 Indan-1,2,3-trione 160 C9H403 000938-24-9 83

5 1H-Isoindole-1,3(2H)-dione, 2-(h... 177 C9H7NO3

000118-29-6 78

Abundance Scan 1099 (9.051 min): BF132706.D\data.ms (-1096) (-) m/z 103.95 100.00%
104.0
76.0
5000
50.0
P TR
148.0 179.2 8.80 9.00 9.20 9.40
Ot 1, 126 | 17922051 0 6 00 76.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26796: Phthalic anhydride
76.0 104.0
5000 L L L L B I B
50.0 148.0 8.80 9.00 9.20 9.40
m/z 50.00 31.86%
O\\\‘Z\G\.(\)\H‘\\w‘\“\\\ ‘\\\\"\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42026: 1,2-Benzenedicarboxylic acid
104.0
760 LA B L L B I B
8.80 9.00 9.20 9.40
5000 ITI/Z 74 .00 19.18%
50.0
148.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16602: Bicyclo[4.2.0]octa-1,3,5-triene-7,8-dione N AREEEEES S
76.0 104.0 8.80 9.00 9.20 9.40
' m/z 148.00 12.34%
50.0
5000
132.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF022223.M Fri Mar 10 11:00:18 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132706.D

Acq On : 08 Mar 2023 23:42
Operator : CG\JU

Sample : 01829-13

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 6 Copaene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.416 6.51 ng 530821  Acenaphthene-d10 10.045

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Copaene 204 C15H24 003856-25-5 99
2 .alpha.-Cubebene 204 C15H24 017699-14-8 97
3 (1R, 2S,6S5,7S5,8S)-8-Isopropyl-1-m... 204 C15H24 018252-44-3 78
4 1H-Cyclopenta[1,3]cyclopropal[l,2... 204 C15H24 013744-15-5 78
5 Tetracyclo[6.1.0.0(2,4).0(5,7)]n... 204 C15H24 051898-92-1 58
Abundance Scan 1161 (9.416 min): BF132706.D\data.ms (-1158) (1) | [ m/z 105.00 100.00%
105.0 161.1
5000
410 770 RARRRaRI IS s
‘ ‘ ‘ ‘ 133.0 1911 9.00 9.20 9.40 9.60 9.80
y—l uJH, 0 “; Ll L L 12193 119,00 94.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80080: Copaene
119.0 161.0
5000 BEEEAEEERA RN R
910 9.00 9.20 9.40 9.60 9.80
41.0 204.0 m/z 161.05 87.16%
69. | ‘
O ‘\w\“\‘\H}\\‘i\\\\‘\\‘\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80165: .alpha.-Cubebene
105.0 161.0
T A
9.00 9.20 9.40 9.60 9.80
m/z 93.00 47.32%
5000 21.0
81.0
204.0
133.0 ‘
o} mﬂ“w“ﬂ“w“‘w“u“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80425: (1R,2S,6S,7S,8S)-8-Isopropyl-1-methyl-3-methy R R
161.0 9.00 9.20 9.40 9.60 9.80
m/z 91.00 45.52%
105.0
5000, 410
79.0
133.0
‘ ‘ 204.0
0! ; NMHJAWM‘ﬂ“ﬂ“w‘u‘w\‘u“‘ e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\BF030823\
Data File : BF132706.D

Acq On : 08 Mar 2023 23:42
Operator : CG\JU

Sample : 01829-13

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Cyclohexane, 1l-ethenyl-1-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.463 3.93 ng 320301  Acenaphthene-die 10.045

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1-ethenyl-1-methyl-... 204 C15H24 000515-13-9 70
2 Cyclohexane, 1l-ethenyl-1-methyl-... 204 C15H24 110823-68-2 58
3 Cyclohexane, 1l-ethenyl-1-methyl-... 204 C15H24 033880-83-0 50
4 9,12-Tetradecadien-1-0l, acetate... 252 C16H2802 031654-77-0 38
5 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 30

Abundance Scan 1169 (9.463 min): BF132706.D\data.ms (-1167) ()  m/z 93.00 100.00%

5000 191.1

=

9.20 9.40 9.60 9.80
m/z 81.00 89.94%

o 224.1251.7

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #80458: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-meth
81.0

%

41.0 107.0
5000 NSNS
147.0 9.20 9.40 9.60 9.80

189.0 m/z 67.00 85.05%

0! e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80285: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-meth
41.0 81.0

g

9.20 9.40 9.60 9.80

m/z 107.10  75.97%
5000 107.0

147.0

189 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #80444: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-meth SRR RRRRNEEEE S
41.0 81.0 9.20 9.40 9.60 9.80

m/z 68.00 69.98%

o

é

5000 107.0

[N

D
~
o

N

©

©

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.20 9.40 9.60 9.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132706.D

Acq On : 08 Mar 2023 23:42
Operator : CG\JU

Sample : 01829-13

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 8 3H-3a,7-Methanoazulene, 2,4... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.622 55.09 ng 4493220  Acenaphthene-die 10.045

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3H-3a,7-Methanoazulene, 2,4,5,6,... 204 C15H24 002387-78-2 98
2 1H-Cyclopropa[a]naphthalene, 1a,... 204 C15H24 000489-29-2 93
3 1,4,6-Trimethyl-1,2,3,4-tetrahyd... 204 C11H12N202 004951-03-5 89
4 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 005951-61-1 89
5 Naphthalene, 2,3,4,4a,5,6-hexahy... 204 C15H24 000473-14-3 76

Abundance Scan 1196 (9.622 min): BF132706.D\data.ms (-1192) (-) m/z 204.20 100.00%
204.2

5000

T
9.50 10.00
m/z 189.10  83.75%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80484: 3H-3a,7-Methanoazulene, 2,4,5,6,7,8-hexahydra

204.0
5000 119.0 T e
010 161.0 9.50 10.00
41.0 ‘ ‘ ‘ m/z 119.10  49.22%
O ‘ T \ TT ““\ T ‘\“\ ‘ \H\‘ T \H“ T \M\ ‘ ‘\‘U T M "h\ T \‘\ ‘ T 1 TT ‘ \ T ‘\ ‘ T \‘\ T ‘ ‘ TTT ‘ TT

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80539: 1H-Cyclopropa[a]naphthalene, 1a,2,3,3a,4,5,6,7

189.
161.0 8p-0

-

41.0 105.0 9.50 10.00
5000 ' 133.0 m/z 105.00  49.04%

810

m/z--> 20 40 60 80 lOO 120 140 160 180 200 220

Abundance #79548: 1,4,6-Trimethyl-1,2,3,4-tetrahydroquinoxaline-2,3
204.0 9.50 10.00

m/z 161.10  41.81%

5000 161.0
A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

o

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132706.D

Acq On : 08 Mar 2023 23:42
Operator : CG\JU

Sample : 01829-13

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 9 Azulene, 1,2,3,5,6,7,8,8a-0... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.804 3.80 ng 310322  Acenaphthene-die 10.045

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 92
2 4,7-Methanoazulene, 1,2,3,4,5,6,... 204 C15H24 000514-51-2 91
3 .beta.-Guaiene 204 C15H24 000088-84-6 89
4 1H-Cycloprop[e]azulene, 1a,2,3,5... 204 C15H24 021747-46-6 89
5 (1R, 3aS,8aS)-7-Isopropyl-1,4-dim... 204 C15H24 036577-33-0 84
Abundance Scan 1227 (9.804 min): BF132706.D\data.ms (-1225) (-) m/z 105.00 100.00%
105.0 189.1
79,0 161.1
5000 41.0 135.1
= ——
‘ ‘ 9.50 10.00
0 1) “UH‘U:‘M 15.2 m/z 93.05 87.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80492: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethy
107.0
41.0
79.0
5000 135.0 . e
189.0 9.50 10.00
161.0 m/z 107.10 87.00%
0-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80471: 4,7-Methanoazulene, 1,2,3,4,5,6,7,8-octahydro-1
161.0 189.0
119.0 — —
9.50 10.00
5000 41.0 93.0 m/z 189.10 86.73%
67,0
ol15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80139: .beta.-Guaiene — L
105.0 9.50 10.00
189.0 m/z 91.00 84.54%
133.0 161.0
5000
(o} — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132706.D

Acq On : 08 Mar 2023 23:42
Operator : CG\JU

Sample : 01829-13

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 7-Hexadecene, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.904 8.40 ng 685137  Acenaphthene-di0 10.045

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 55
2 4-Trifluoroacetoxyhexadecane 338 C18H33F302 1000215-97-5 43
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 43
4 2,6-Dodecadien-1-0l1, 3,7,11-trim... 224 C15H280 020576-56-1 41
5 1-Tridecene 182 C13H26 002437-56-1 38

Abundance Scan 1244 (9.904 min): BF132706.D\data.ms (-1241) (-) m/z 69.10 100.00%

69.1
41.0
£000 97.1 M/UW
125.1 205.2
e
i
— “ ALl “ Jh ”!MMM bl n 2328 s 55.00  87.19%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #104597: 7-Hexadecene, (Z)-
55.0
83.0
5000 1
10.00
270 1110 m/z 83.10 71.92%
O \‘\‘\\\“‘\\\“ 1400167019602240
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #245849: 4-Trifluoroacetoxyhexadecane
55.0
e
10.00
m/z 43.00 57.72%
5000 83.0 /
111.0
D “H‘H‘W‘H“‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #271371: Bromoacetic acid, hexadecyl ester —
43.0 10.00
83.0 m/z 57.00 56.81%
5000
111.0
o bt 60019602200 209, .
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132706.D

Acq On : 08 Mar 2023 23:42
Operator : CG\JU

Sample : 01829-13

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 1,4,6-Trimethyl-1,2,3,3a,4,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.939 20.00 ng 1631320  Acenaphthene-d10 10.045

Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,4,6-Trimethyl-1,2,3,3a,4,7,8,8... 204 C15H24 065128-08-7 98
2 1,7,7-Trimethylbicyclo[2.2.1]hep... 150 C1OH140 022516-10-5 64
31,7,7-Trimethylbicyclo[2.2.1]hep... 152 C10H160 1000190-98-1 59
4 Camphenone, 6- 150 C1eH140 055659-42-2 59
5 Tricyclo[3.3.0.0(2,8)]octan-3-on... 150 C10H140 109915-32-4 52

Abundance Scan 1250 (9.939 min): BF132706.D\data.ms (-1247) (-) m/z 108.10 100.00%

108.1
5000

410 790 10.00

180.1
1351 162.1
o et et el 122122460 s 93 09 58.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80310: 1,4,6-Trimethyl-1,2,3,3a,4,7,8,8a-octahydro-4,7-
108.0

5000 T

m/z 107.10  39.16%
L

77.0 189.0
\‘\\j]‘-\(\)\\‘\\\\““\\\\‘W‘\‘\“‘\\\\‘1\}ﬁ%]9‘\‘\\“\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27642: 1,7,7-Trimethylbicyclo[2.2.1]hept-5-en-2-one
108.0

5000 m/z 121.10  31.96%

39.0 77.0
| \ | 150.0
‘_‘H‘HMWJH‘M‘N‘J‘wu‘w‘m‘_‘u‘u‘w‘u‘_‘u‘u‘
miz--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance  #29291: 1,7,7-Trimethylbicyclo[2.2.1]hept-5-en-2-ol ‘
108.0 10.00
m/z 91.00 27.36%

5000
41.0 77.0
L | 170

TR TR —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00

o

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132706.D

Acqg On : 08 Mar 2023 23:42
Operator : CG\JU

Sample : 01829-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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|
2-Pentanone, 4-... 5.216 22.4 ng 898216 1 6.993 803786 20.0
Benzenamine, 2-... 8.157 2.9 ng 128756 2 8.281 890680 20.0
Benzene, 1-isoc... 8.351 12.0 ng 533576 2 8.281 890680 20.0
6-Tridecene, 7-... 8.810 6.3 ng 282011 2 8.281 890680 20.0
Phthalic anhydride 9.051 4.6 ng 202943 2 8.281 890680 20.0
Copaene 9.416 6.5 ng 530821 3 10.045 1631320 20.0
Cyclohexane, 1-... 9.463 3.9 ng 320301 3 10.045 1631320 20.0
3H-3a,7-Methano... 9.622 55.1 ng 4493220 3 10.045 1631320 20.0
Azulene, 1,2,3,... 9.804 3.8 ng 310322 3 10.045 1631320 20.0
7-Hexadecene, (Z)- 9.904 8.4 ng 685137 3 10.045 1631320 20.0
1,4,6-Trimethyl... 9.939 20.0 ng 1631320 3 10.045 1631320 20.0

8270-BF022223.M Fri Mar 10 11:00:24 2023 Pag 14



