LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc :

ALS Vvial : 20 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-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137266.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.422 563 567 582 rBV 1230351 1136608 52.63% 7.238%
2 6.422 734 737 745 rBV 1077716 1059354 49.06% 6.746%
3 6.628 767 772 778 rVB2 67999 98281 4.55% 0.626%
4 6.792 795 800 807 rBV 338904 325267 15.06% 2.071%
5 7.110 849 854 856 rBV2 70558 79721 3.69% 0.508%
6 7.322 886 890 892 rBV2 84193 81257 3.76% ©.517%
7 7.351 892 895 899 rVWW 743758 664327 30.76% 4.230%
8 7.386 899 901 905 rVB 133078 103528 4.79% 0.659%
9 7.586 932 935 939 rVB2 72052 92809 4.30% 0.591%
10 7.792 966 970 971 rBv2 66718 71160 3.30% 0.453%
11 7.910 988 990 992 rVB 98365 72159 3.34% 0.459%
12 8.028 1005 1010 1012 rBVS 57509 93720 4.34% 0.597%
13 8.069 1012 1017 1020 rVV2 441798 563798 26.11% 3.590%
14  8.269 1049 1051 1054 rVB2 109248 100253 4.64% 0.638%
15 8.310 1054 1058 1062 rBV3 62020 93924 4.35% 0©.598%
16 8.363 1062 1067 1070 rBV6 104430 159985 7.41% 1.019%
17 8.422 1074 1077 1080 rBV3 81046 78135 3.62% ©.498%
18 8.451 1080 1082 1085 rBvV2 134123 125313 5.80% 0.798%
19 8.498 1085 1090 1091 rBV3 84182 97268 4.50% 0.619%
20 8.533 1094 1096 1099 rVB2 75914 67547 3.13% 0.430%
21 8.575 1099 1103 1106 rBv2 281808 259576 12.02% 1.653%
22 8.610 1106 1109 1111 rBV4 61223 86077 3.99% 0.548%
23 8.669 1115 1119 1121 rBV2 227353 237767 11.01% 1.514%
24  8.727 1127 1129 1132 rBV2 108113 79549 3.68% 0.507%
25 8.816 1141 1144 1145 rBV2 67279 72641 3.36% 0.463%
26 8.892 1154 1157 1159 rBV 243410 211936 9.81% 1.350%
27 8.951 1165 1167 1170 rBV3 181101 158662 7.35% 1.010%
28 8.980 1170 1172 1174 rBV3 73173 76728 3.55% 0.489%
29 9.033 1179 1181 1183 rVB3 146347 108863 5.04% 0.693%
30 9.098 1190 1192 1196 rVB2 232546 210107 9.73% 1.338%
31 9.145 1197 1200 1204 rVB 1233280 1059684 49.07% 6.748%
32 9.186 1204 1207 1210 rBV3 183100 168883 7.82% 1.075%
33 9.239 1210 1216 1219 rBV3 482363 793490 36.74% 5.053%
34 9.463 1251 1254 1257 rBV3 490401 563434 26.09%  3.588%
35 9.563 1268 1271 1273 rBV 497288 505795 23.42%  3.221%

36 9.586 1273 1275 1277 rVB3 275534 215766 9.99% 1.374%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 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-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 9.651 1283 1286 1288 rBV4 341163 320636 14.85% @ 2.042%
38 9.692 1291 1293 1295 rBV2 429649 453025 20.98% 2.885%
39 9.745 1299 1302 1305 rVB4 612708 669868 31.02% 4.266%
40 9.780 1305 1308 1311 rBV3 592146 686330 31.78% 4.370%

41  9.833 1311 1317 1321 rBV5 900150 2159498 100.00% 13.751%
42 12.945 1844 1846 1851 rVB 1201975 1175570 54.44% .486%
43 15.451 2268 2272 2281 rVB 195246 265976 12.32%  1.694%

~N

Sum of corrected areas: 15704275
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF137266.D\data.ms
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1000000 7.351
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6.628 | 7.1107.83867.586
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Abundance TIC: BF137266.D\data.ms
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Abundance TIC: BF137266.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 1-Iodo-2-methylundecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.628 6.04 ng 98281 1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 64
2 Decane 142 C10H22 000124-18-5 62
3 Nonadecane 268 C19H40 000629-92-5 53
4 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 53
5 1-Iodo-2-methylnonane 268 Cl1oH21I 1000101-47-9 50
Abundance Scan 772 (6.628 min): BF137266.D\data.ms (-767) (-) m/z 57.05 100.00%
57.0
1051 LI B I L L B L I B
| H | “ ‘ 1422 6.40 6.60 6.80 7.00
ol bphpeen b m/z 43.05 81.19%
miz-> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0
5000 L L L I LA B
6.40 6.60 6.80 7.00
m/z 41.10 45.66%
99.0
Ot “\ ‘\‘ T I ‘h‘ \h\ “‘ Lt “1\6?(\) T 2’1\1\0\ L —— \2\96“
m/z--> 50 100 150 200 250
Abundance #22068: Decane
43.0
A e
6.40 6.60 6.80 7.00
5000 m/z 71.10 32.38%
85.0
o L e
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane A
57.0 6.40 6.60 6.80 7.00
m/z 85.10 21.95%
5000
99.0
ol b b g, 2410 1830 2680
m/z--> 50 100 150 200 250 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 2 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.110 4.90 ng 79721  1,4-Dichlorobenzene-d4 6.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 91
4 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 91
Abundance Scan 854 (7.110 min): BF137266.D\data.ms (-849) (-) m/z 119.10 100.00%
119.1
5000 91.0
39.0 650 ‘ 135.1 6.80 7.00 7.20 7.40
Y N O ) N L AT myz 105,10 44.55%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
6.80 7.00 7.20 7.40
91.0 m/z 91.00 43.90%
39.0 650 " 13T5'0
O\‘\\\\‘\‘\\\"‘\\w\“{“\\\‘”‘\\i\’w‘\\w‘l\\\‘\‘\
miz--> 0 20 40 60 80 100 120 140
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0
6.80 7.00 7.20 7.40
5000 m/z 134.00 41.66%
91.0
390 650 | 135.0
Y T P I P A P N N T v el
m/z--> 0 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0 6.80 7.00 7.20 7.40
m/z 76.95 17.14%
5000
91.0
I e il MR 1)
m/z--> 0 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.586 3.29 ng 92809 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 93
2 o-Cymene 134 C10H14 000527-84-4 93
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl1l0OH14 076089-59-3 91
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 87
Abundance Scan 935 (7.586 min): BF137266.D\data.ms (-932) (-) m/z 119.10 100.00%
119.1
5000 134.0
91.0
411 67.0 ‘ ‘ 152.2 7.20 7.40 7.60 7.80 8.00
Ol st tly b A Wl T hyz 134.00  39.88%
m/z--> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0
5000
7.20 7.40 7.60 7.80 8.00
390 m/z 91.05 20.67%
‘. 65.0 91.0
0 ‘\‘\ T “\ \“H\ “1“\ T \‘H‘ T \‘\ T “i‘\ \M T \“\ T
m/z--> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 81.10 16.34%
134.0
91.0
41.0 65.0 ‘ ‘
Ot “\“ ST R PR T \‘H ]
miz--> 20 40 60 80 100 120 140
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth R A RAAREERRE S
119.0 7.20 7.40 7.60 7.80 8.00
m/z 77.10 11.93%
5000 134.0
41.0 91.0
' 65.0
o288 ““‘ TSRS A RO 1 “M ——r D e R
m/z--> 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.269 3.56 ng 100253  Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 87
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H100 000530-93-8 58
3 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10OH100 002461-34-9 50
4 1,4-naphthalenediol, 1,2,3,4-tet... 164 C10H1202 1000404-47-1 50
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 47

Abundance Scan 1051 (8.269 min): BF137266.D\data.ms (-1049) (-) m/z 104.10 100.00%

104.1
5000 146.1
57.1
81.1
2700 166.1 8.00 8.20 8.40 8.60
(o} m/z 146.05 51.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25046: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0 e AR MR R
8.00 8.20 8.40 8.60
39.0 m/z 57.10 26.57%
15.0 ‘ 77.0 ‘
Ot \‘\ T \‘i‘\ \“‘\ \“1‘\ “m\ \‘\H‘ e “H\ T &2\ .o\ ‘M\Hr L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24951: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0
e BRARSE SRR
146.0 8.00 8.20 8.40 8.60
5000 m/z 91.05 23.34%
270, 8OO L |
Ol et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #24966: Naphth[1,2-bJoxirene, 1a,2,3,7b-tetrahydro- R aRmEERE RS
104.0 8.00 8.20 8.40 8.60
m/z 131.05 20.53%
5000 146.0
39.0 78.0
0 “W‘MWNMHNMMN“N“N“M“ R B e
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.310 3.33 ng 93924  Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 92
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 60
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 60
4 Benzene, 1l-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 60
5 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 60

Abundance Scan 1058 (8.310 min): BF137266.D\data.ms (-1054) (-) m/z 131.05 100.00%
131.1

5000 91.1 W
8.00 8.20 8.40 8.60
0 m/z 91.10 45.76%
miz--> 20 40 60 80 100 120 140 160
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000 L B LR B R
8.00 8.20 8.40 8.60
91.0 m/z 117.10 31.39%
39.0 . ‘
04 T T \“‘\ \“\‘\‘6?\0\ \“‘ T “‘1‘]\-]\- ?\‘U‘! 7 A= T
miz--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
P e
8.00 8.20 8.40 8.60
5000 m/z 133.05 29.63%
390 91.0
0 630 ‘
O bbbk i 140 | 1480
m/z--> 20 40 60 80 100 120 140 160
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 8.00 8.20 8.40 8.60
m/z 146.05 28.59%
5000
39.0 91.0 M M ﬂ
63.0
0““1H“HH‘;M“l“‘m“H‘H‘u‘l‘]"«"?“ 1‘8"0“”” Frp e
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 (E)-6-Methylhept-4-en-1-o0l Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.363 5.68 ng 159985 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-6-Methylhept-4-en-1-ol 128 C8H160 855901-81-4 70
2 Cyclohexane, (cyclopentylmethyl)- 166 C12H22 004431-89-4 49
3 (-)-trans-Pinane 138 C10H18 033626-25-4 45
4 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H16 050746-53-7 43
5 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 43
Abundance Scan 1067 (8.363 min): BF137266.D\data.ms (-1062) (-) m/z 55.10 100.00%
55.1 83.1
5000
A A RARSaRET o
‘ 8.00 8.20 8.40 8.60
ol m/z 83.10 95.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14452: (E)-6-Methylhept-4-en-1-ol
41.0 82.0
5000 L L LI LI LR B
8.00 8.20 8.40 8.60
m/z 81.10 66.27%
ol 2900l | Jp30,  | MP%ze0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41555: Cyclohexane, (cyclopentylmethyl)-
83.0
55.0 A A RARSaRET o
8.00 8.20 8.40 8.60
5000 m/z 82.10 66.18%
166.0
27.0 109.0
N O
Ot e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19394: (-)-trans-Pinane R AREEasmasEEES
55.0 95.0 8.00 8.20 8.40 8.60
m/z 41.10 59.63%
5000
27.0
123.0
o 5 A e e R -
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60

8270-BF013024.M Mon Feb 05 11:05:59 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45

Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M
: 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 7 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.451 4.45 ng 125313  Naphthalene-d8 8.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
2 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 86
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 76
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 76
5 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 76

Abundance Scan 1082 (8.451 min): BF137266.D\data.ms (-1080) (-) m/z 131.00 100.00%
131.0

5000 57.1
91.1
1111 165.2 8.20 8.40 8.60 8.80
0 m/z 57.10 48.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 LI L L L L B BN
8.20 8.40 8.60 8.80
m/z 43.10 39.99%
270 510 91.0
O\\\‘\‘\“\\\“‘\\“”\“}‘7\]‘_\‘\‘\\‘f\‘J\.‘]\-J\-llp‘\w\‘\“\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25058: Benzene, 1-methyl-3-(1-methyl-2-propenyl)-
131.0

E

8.20 8.40 8.60 8.80

5000 ITI/Z 146.15 32.61%
91.0
0 HH““H o “l‘u“”_H‘“‘1‘”““HM““MH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0 8.20 8.40 8.60 8.80
m/z 41.10 30.08%
5000
91.0
39.0 ‘
64.0
) I Pt N ' 1) O N [
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF013024.M Mon Feb 05 11:06:00 2024

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Undecane, 4,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.498 3.45 ng 97268 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 64
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 59
4 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 53
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 50
Abundance Scan 1090 (8.498 min): BF137266.D\data.ms (-1085) (-) m/z 57.10 100.00%
57.1
| oh0 840580 8h0
113.2 . . . .
145.1
o"_‘m“m“_“m,‘l‘m e P AL m/z 71.10 67.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59063: Undecane, 4,6-dimethyl-
57.0
5000 UL L B I B AL LR
8.20 8.40 8.60 8.80
29.0 85.0 m/z 43.10 51.25%
A s R T TR TY:
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107232: Pentadecane, 7-methyl-
57.0
R
8.20 8.40 8.60 8.80
5000 m/z 41.10 26.20%
85.0
¢ ‘ 1120 4400
S R R R T SEY
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22095: Octane, 3,6-dimethyl- R R
57.0 8.20 8.40 8.60 8.80
m/z 56.10 23.40%
5000
29.0
113.0
0 “ il i 850 I 142.0
H‘H‘w“"H‘w"H‘H‘w“u‘u‘w“u‘u‘w“u‘u“ AR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80

8270-BF013024.M Mon Feb 05 11:06:04 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 9 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.575 9.21 ng 259576  Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 74
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 70
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 55

Abundance Scan 1103 (8.575 min): BF137266.D\data.ms (-1099) (-) m/z 131.05 100.00%

131.1
5000
105.1
81.1
| ‘ | 165.2 8.20 8.40 8.60 8.80
S ‘U‘ WA b L L nyz 118,10 78.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 LI L L B BN B
39.0 91.0 8.20 8.40 8.60 8.80
15.0 63.0 m/z 146.00  62.07%
0' ‘\\‘}\“‘\\\‘\“\H!\“\“\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
8.20 8.40 8.60 8.80
5000 m/z 117.10 40.64%
0 ““leu“”wmw”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentaler R R AR
146.0 8.20 8.40 8.60 8.80
m/z 115.00 30.38%
118.0
5000
91.0
w0 w0 " ||| h
oHw"H“ummm“mmm‘m b e e A e
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF013024.M Mon Feb 05 11:06:05 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 10 Cyclohexane, 1,2,3-trimethy... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.610 3.05 ng 86077 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 55
2 3-Tetradecene, (E)- 196 C14H28 041446-68-8 46
3 Tridecane, 7-methylene- 196 C14H28 019780-80-4 45
4 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 43
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 38
Abundance Scan 1109 (8.610 min): BF137266.D\data.ms (-1106) (-) m/z 69.10 100.00%
69.1
41.1 95.1
5000
165.2

125.1 ‘\\\\‘\\\\’\\\\‘\\\\‘\\

‘ 196.2 8.20 8.40 8.60 8.80 9.00
0 ol b L m/z ss.1e 8a.ee

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13300: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’
69.0
41.0 111.0

5000 | L AL B L

8.20 8.40 8.60 8.80 9.00
m/z 41.10 65.88%

015.01u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71748: 3-Tetradecene, (E)-
41.0
R EAARSEaREE
69.0 8.20 8.40 8.60 8.80 9.00
5000 m/z 95.10 63.51%
97.0
196.0
0h150 L‘ | 125.0147.0168.0 "
R AARREE e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71764: Tridecane, 7-methylene- R A ARERARRE
56.0 8.20 8.40 8.60 8.80 9.00
m/z 57.10 56.72%
5000
29.0 83.0 111.0
‘ 196.0
0! “JM‘HW‘M‘W“H“‘H“HE“ R RERREERERY
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00

8270-BF013024.M Mon Feb 05 11:06:06 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 11 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.669 8.43 ng 237767  Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 55
3 Undecane 156 C11H24 001120-21-4 52
4 Tetradecane 198 C14H30 000629-59-4 50
5 Heneicosane 296 C21H44 000629-94-7 47
Abundance Scan 1119 (8.669 min): BF137266.D\data.ms (-1115) (-) m/z 57.10 100.00%
57.1
5000
85.1
145.0 A
8.40 8.60 8.80 9.00
112.1
(S H‘ A a2, Loy 182 s e 74.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane
57.0
5000 L B B L B LR
8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.18 50.18%
Ot T \M‘\ \“‘} T \H“ T \“1 T T \H‘ \1\11‘3\.‘0\‘\ %\4.‘1\9\ T \]\_‘8\4\(\)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
R ARssEc R
8.40 8.60 8.80 9.00
5000 m/z 41.10 36.99%
29.0 H 98.0
b ey b b M4L0 1880
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33077: Undecane T
57.0 8.40 8.60 8.80 9.00
m/z 85.10 29.90%
5000
85.0
29.0
“ || 30 156.0
ot W
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF013024.M Mon Feb 05 11:06:07 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 12 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8727 2.82ng 79549 Naphthalene-ds 8.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 CllH14 001680-51-9 87

2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14

3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2
4 Benzene, (1-ethyl-2-propenyl)- 146 C1l1H14

5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100

002809-64-5 86
074663-81-3 72
019947-22-9 64
017496-14-9 47

Abundance Scan 1129 (8.727 min): BF137266.D\data.ms (-1127) (-) m/z 131.00 100.00%
131.0
5000
57.1 105.1 - W VWA
359 H\‘ | WE%O ‘ ‘ | Il ‘ 194.2 s ome
O L SR I IR PR SR m/z 118.10 81.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 TI I [T irrrprrrrg
39.0 91.0 8.40 8.60 8.80 9.00
15.0 63.0 m/z 146.85  56.46%
O' ‘\‘\H\“‘\‘\\‘\““!\"\“\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
8.40 8.60 8.80 9.00
5000 m/z 117.05  40.21%
0 _‘“1‘,““”Wm_m,‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- R AR aaasmaRE
146.0 8.40 8.60 8.80 9.00
m/z 105.05 28.72%
5000 118.0
270 520 %0
Ol pret e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF013024.M Mon Feb 05 11:06:08 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 13 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.892 7.52 ng 211936  Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 94
3 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 62
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 58
5 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 001590-08-5 52
Abundance Scan 1157 (8.892 min): BF137266.D\data.ms (-1154) (-) m/z 118.05 100.00%
118.1
145.1
5000
91.1 ARREma e AT
391 65.1 8.60 8.80 9.00 9.20
0 " H\. ‘\u " ol I 179.2 0
e et bl m/z 145.05 60.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 )\\\\‘\\\\‘\\\\‘\\\\‘\\\\
8.60 8.80 9.00 9.20
91.0 m/z 160.10  56.04%
28.0 51.0
O' \\“‘\‘\\\“\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
e e e
160.0 8.60 8.80 9.00 9.20
5000 m/z 117.10 44 .63%
39.0 91.0
63.0
(o} g%ﬂu‘w“u,“‘w‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36198: 1(2H)-Naphthalenone, 3,4-dihydro-3-methyl- Y
118.0 8.60 8.80 9.00 9.20
m/z 105.10 30.00%
90.0 160.0
5000
39.0 63.0
omm\\mmw
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20

8270-BF013024.M Mon Feb 05 11:06:09 2024

Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 14 unknown8.951 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.951 5.63 ng 158662  Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-bicyclo[2.2.1]hept-2... 138 C9H140 000824-59-9 27
2 cis,trans-1,9-Dimethylspiro[5.5]... 180 C13H24 1000111-73-3 25
3 Tridecane, 1-bromo- 262 C13H27Br 000765-09-3 22
4 Cyclopentane, (3-methylbutylidene)- 138 C10H18 053366-51-1 15
5 4a(2H)-Naphthalenemethanol, octa... 168 C11H200 099992-19-5 11

Abundance Scan 1167 (8.951 min): BF137266.D\data.ms (-1165) (-) m/z 57.10 100.00%
57.1

95.1

5000

s

8.60 8.80 9.00 9.20
m/z 55.05 84.52%

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

Abundance  #20287: Ethanone, 1- b|cyc|o[2 2.1]hept-2-yl-, exo-
gl:

E%

5000 I —
430 470 8.60 8.80 9.00 9.20

m/z 41.10 71.63%

‘ ul \\HH‘ ol 138.0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55023: cis,trans-1,9-Dimethylspiro[5.5]undecane

o

%%.

81.0 | 110.0
55'0 \‘\\\\‘\\\\‘\\\\‘\\\\’\
8.60 8.80 9.00 9.20
5000 180.0 m/z 95.10 70.68%
| 1 e
o_m_m_m‘m AR M ENN R S D M
miz--> 20 80 100 120 140 160 180 200
Abundance #150340:Tridecane, 1-bromo- e A RmEES S
57.0 135.0 8.60 8.80 9.00 9.20
m/z 69.10  70.52%
5000
290 85.0
0 (180 | 1630
miz--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF013024.M Mon Feb 05 11:06:10 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 15 Benzene, 1-cyclohexyl-3-met... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.463 5.22 ng 563434  Acenaphthene-d10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-cyclohexyl-3-methyl- 174 C13H18 004575-46-6 70
2 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 64
3 1-Methyl-2-cyclohexylbenzene 174 C13H18 004501-35-3 53
4 3,6-Dimethyl-4-chromone 174 C11H1002 057646-01-2 46
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 35

Abundance Scan 1254 (9.463 min): BF137266.D\data.ms (-1251) (-) m/z 131.05 100.00%

1.1
105.1 174.2
81.1
5000 55.1
RAREEEEEEE AR
9.20 9.40 9.60 9.80
04.2 o
0! m/z 118.05 89.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49139: Benzene, 1-cyclohexyl-3-methyl-
131.0 174.0
105.0
5000 L L B L B R
9.20 9.40 9.60 9.80
390 .4, m/z 105.10  80.49%
157.0 ‘\‘ H \H\h M\\ m‘HH I ‘\ ! ]
O \\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49140: (1,4-Dimethylpent-2-enyl)benzene
131.0
R
105.0 9.20 9.40 9.60 9.80
5000 m/z 174.15 78.98%
174.0
41.0 77.0
0 \M\H‘i\\\‘\‘\u\‘\\u‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49134: 1-Methyl-2-cyclohexylbenzene R BEEmEEEE
131.0 174.0 9.20 9.40 9.60 9.80
m/z 91.10 74.44%
5000 105.0 M
82.0
0 \\\‘\u\“\\5\5\'?\‘\‘\\“‘\\m,\‘uHM\\‘!H‘\‘wH‘im‘wm‘\m‘u e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 16 Tritetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.563 4.68 ng 505795  Acenaphthene-d10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 90
4 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 90
5 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 80

Abundance Scan 1271 (9.563 min): BF137266.D\data.ms (-1268) (-) m/z 57.10 100.00%

57.1
‘9 ‘50‘ |
133.1 :
oww\H\‘wnﬁ?‘z‘nlu_HwH_m‘wwH_m_mw m/z 71.1e  82.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
5000 —— :
9.50
m/z 43.10 74.47%
0 ‘\ J J [27.0197.0267.0337.0  463.0533.0 604.0
HH‘HH‘HH‘\!H‘W\\I[HH‘T\H[\HF‘\HWHH‘HH‘HH‘H\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
T \
9.50
5000 m/z 55.10 49.,13%
0 ‘ ‘l J f127-0197.0267.0337.0  463.0 561.0 M
et A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #160987: Carbonic acid, tridecyl vinyl ester —— ‘
57.0 9.50
m/z 85.10 39.78%
- W
illgme_zmo -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 9.50

8270-BF013024.M Mon Feb 05 11:06:14 2024 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 17 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.651 2.97 ng 320636  Acenaphthene-d10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 92
2 2-Acetyl-3,4,5,6-tetrafluorobenz... 220 C9H4F402 1000461-12-2 43
3 Benzene, 1-(1l-carboxyethyl)-4-(1... 206 C12H1403 1000161-22-9 38
4 2H-1-benzopyran-6-ol, 3,4-dihydr... 220 C14H2002 1000396-25-4 38
5 Formamide, N-(p-methoxy-trans-st... 177 C10H11NO2 002501-37-3 35

Abundance Scan 1286 (9.651 min): BF137266.D\data.ms (-1283) (-) m/z 177.10 100.00%

177.1
57.1
1311
5000 91.1 220.2

T
9.50 10.00

(o} : m/z 57.10 65.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99034: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
770 2200
5000 41.0 — —
67.0 135.0 9.50 10.00

m/z 41.10 62.72%

”’ “\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #99724: 2-Acetyl-3,4,5,6-tetrafluorobenzaldehyde
177.0

T
9.50 10.00
5000 m/z 67.10 55.73%

220.0
149.0
99.0
420 750 ‘ 1250 | |l M\‘ \
Bt <AL S NIV (AR
m/z—> 20 40 60 80 100 120 140 160 180 200 220

Abundance #82327: Benzene, 1-(1-carboxyethyl)-4-(1-formylethyl)- — ——
177.0 9.50 10.00
m/z 131.05 47.96%

5000
131.0
91.0
29.0
\‘ ‘ ‘ h‘ ‘ I h 206.0

o_H‘m‘u‘m,w,w,w_m_m‘w_wwmw — —

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

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 18 unknown9.692 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.692 4.20 ng 453025  Acenaphthene-d10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Cyclopropa[a]naphthalen-2-one... 218 C15H220 006831-17-0 46
2 acetamide, N-(5,6,7,8-tetrahydro... 203 C12H13NO2 1000400-45-4 46
3 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 005951-61-1 38
4 2H-2,4a-Methanonaphthalene, 1,3,... 204 C15H24 001135-66-6 38
5 1H-Cyclopropa[a]naphthalene, 1a,... 204 C15H24 017334-55-3 38

Abundance Scan 1293 (9.692 min): BF137266.D\data.ms (-1291) (-) | m/z 161.10 100.00%

161.1
203.2
411
5000 69.1 133.1
91.1

—
9.50 10.00
0 m/z 203.15 80.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #96863: 2H-Cyclopropa[a]naphthalen-2-one, 1,1a,4,5,6,7
208.0
119.0 147.0
91.0

5000 T
9.50 10.00
m/z 41.10 55.36%

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78808: acetamide, N-(5,6,7,8-tetrahydro-5-oxo-1-naphth
161.0

203.0

7
9.50 10.00
5000 m/z 69.10 50.35%

133.0
43.0 105.0
‘ 77.0 ‘
‘\HH‘H‘;\“m1“‘m\“1‘\\‘1”“H“!H‘i“u ‘mwm“mwm
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #80507: Naphthalene, 1,2,4a,5,8,8a-hexahydro-4,7-dime 7
161.0 9.50 10.00

o

189.0 m/z 55.10 45.63%
41.0 105.0
5000
810 133.0
0 fre h“‘\ | ‘1““‘\ " !HV ‘ I —r —r
miz--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 19 unknown9.745 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.745 6.20 ng 669868  Acenaphthene-di10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 38
2 2-Anthracenamine 193 C14H11N 000613-13-8 30
3 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-94-8 25
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 25
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054824-04-3 25

Abundance Scan 1302 (9.745 min): BF137266.D\data.ms (- 1299) ) m/z 193.20 100.00%

55.1 97.1 198.
5000 ,

(o} 162 m/z 55.10  95.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0

69.0

so00, 0 — —

153.0
m/z 97.10  93.36%

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68073: 2-Anthracenamine
193.0

5000 165.0 m/z 69.10  88.10%

97.0
A T S ol R
L | 1]
R R e N R N R ERR
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #69428: Cyclohexane, 1-(cyclohexylmethyl)-2-methyl-, tre —— ——
55.0 97.0 9.50 10.00

m/z 41.10 77.34%

5000 W“MMNWNJVANKAWfAAAﬂ

ol L 12a0 160 1
P A e b e e T =

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\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 20 Pentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.780 6.36 ng 686330  Acenaphthene-di10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 45
3 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 43
4 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 43
5 Oxalic acid, allyl nonyl ester 256 C14H2404 1000309-23-7 43
Abundance Scan 1308 (9.780 min): BF137266.D\data.ms (-1305) (-) m/z 57.10 100.00%
57.1
000 M
118.1
—— —
‘ ‘ | 188.2 9.50 10.00
ob— “ A \h!‘ ‘m\ ‘Mm‘ Mﬂ-531 : ‘\ \2‘2‘3‘1 e m/z 43.10 62.98%
miz--> 50 100 150 200 250 300
Abundance #90192: Pentadecane
57.0
5000 —r— —
9.50 10.00
99.0 m/z 71.10 59.61%
O]\- \¢ \ ‘ ‘ H “‘ “‘ \“ \%4}‘]“‘(‘)\ T \2‘1\2'\0\ T ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #239151: Octadecane, 1-bromo-
57.0
—— —
135.0 9.50 10.00
5000 m/z 41.10 50.14%
0 ‘ |/ \\ ‘H T H 1770 25302890 332( M
il b T
m/iz--> 50 100 150 200 250 300
Abundance #143304: Carbonic acid, dodecyl vinyl ester —— ——
57.0 9.50 10.00
m/z 55.10 43.77%
5000 W
LT o e
omtwmw‘hJm:_m‘_‘:H_m_m — —
m/z--> 50 100 150 200 250 300 9.50 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137266.D

Acqg On : 02 Feb 2024 20:45
Operator : CG\JU

Sample : P1336-04

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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|
1-TIodo-2-methyl... 6.628 6.0 ng 98281 1 6.792 325267 20.0
Benzene, 1,2,3,... 7.110 4.9 ng 79721 1 6.792 325267 20.0
Benzene, 1,2,3,... 7.586 3.3 ng 92809 2 8.069 563798 20.0
Naphthalene, 1,... 8.269 3.6 ng 100253 2 8.069 563798 20.0
Naphthalene, 1,... 8.310 3.3 ng 93924 2 8.069 563798 20.0
(E)-6-Methylhep... 8.363 5.7 ng 159985 2  8.069 563798 20.0
1H-Indene, 2,3-... 8.451 4.5 ng 125313 2 8.069 563798 20.0
Undecane, 4,6-d... 8.498 3.5 ng 97268 2 8.069 563798 20.0
Naphthalene, 1,... 8.575 9.2 ng 259576 2 8.069 563798 20.0
Cyclohexane, 1,... 8.610 3.0 ng 86077 2 8.069 563798 20.0
Tridecane 8.669 8.4 ng 237767 2 8.069 563798 20.0
Naphthalene, 1,... 8.727 2.8 ng 79549 2 8.069 563798 20.0
Naphthalene, 1,... 8.892 7.5 ng 211936 2  8.069 563798 20.0
unknown8.951 8.951 5.6 ng 158662 2 8.069 563798 20.0
Benzene, 1-cycl... 9.463 5.2 ng 563434 3 9.833 2159500 20.0
Tritetracontane 9.563 4.7 ng 505795 3 9.833 2159500 20.0
2,5-Cyclohexadi... 9.651 3.0 ng 320636 3 9.833 2159500 20.0
unknown9.692 9.692 4.2 ng 453025 3 9.833 2159500 20.0
unknown9.745 9.745 6.2 ng 669868 3 9.833 2159500 20.0
Pentadecane 9.780 6.4 ng 686330 3  9.833 2159500 20.0
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