LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

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_ F\Methods\8270-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134489.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.457 576 573 592 rBV 1381488 1506635 86.94% 7.525%
2 6.387 727 731 741 rBV 104903 132844 7.67% 0.664%
3 6.463 741 744 763 rVW 1530674 1498851 86.50% 7.486%
4 6.663 774 778 789 rBV 20318 39835 2.30% 0.199%
5 6.822 802 805 813 rBV 623401 502353 28.99% 2.509%
6 7.387 897 901 912 rBV 1104780 976684 56.36% 4.878%
7 8.098 1019 1022 1028 rBV 751171 667436 38.52%  3.334%
8 8.869 1150 1153 1156 rBv4 27182 38915 2.25% 0.194%
9 8.922 1159 1162 1166 rVV2 35010 36705 2.12% 0.183%
10 9.051 1180 1184 1188 rBV6 27014 50780 2.93% 0.254%
11  9.087 1188 1190 1192 rVV3 33622 29556 1.71% 0.148%
12 9.116 1192 1195 1200 rVB2 90503 76483 4.41% 0.382%
13 9.175 1201 1205 1209 rBV 1929639 1588590 91.67% 7.934%
14  9.251 1214 1218 1221 rBV3 102610 136811 7.90% 0.683%
15 9.292 1222 1225 1228 rVWW3 57277 65751 3.79% ©.328%
16 9.328 1228 1231 1233 rVB3 33477 36091 2.08% 0.180%
17  9.445 1249 1251 1254 rBV3 48341 45562 2.63% 0.228%
18 9.487 1255 1258 1260 rBV4 55454 60515 3.49% 0.302%
19 9.510 1260 1262 1264 rVV3 36627 41975 2.42% 0.210%
20 9.557 1268 1270 1272 rBV 221544 217542 12.55% 1.087%
21  9.575 1272 1273 1275 rVB2 203303 109931 6.34% 0.549%
22 9.716 1294 1297 1300 rBV3 167463 191005 11.02% 0.954%
23 9.763 1302 1305 1308 rVB 321793 266681 15.39%  1.332%
24 9.839 1313 1318 1319 rVVv4 174418 241989 13.96%  1.209%
25 9.857 1319 1321 1324 rVV 832388 717236 41.39%  3.582%
26 9.892 1324 1327 1330 rVVv4 83655 95135 5.49% 475%
27  9.963 1337 1339 1343 rBV3 83185 76255  4.40% 381%

28 10.016 1343 1348 1350 rBv4 99260 177003 10.21%
29 10.110 1361 1364 1367 rBV4 197226 257595 14.87%
30 10.192 1372 1378 1380 rBV5 163961 288214 16.63%
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31 10.228 1381 1384 1387 rVB2 148340 159438  9.20%
32 10.263 1387 1390 1393 rBV2 372000 373192 21.54%
33 10.316 1397 1399 1401 rVV2 107405 93161 5.38%
34 10.510 1429 1432 1438 rVB 594226 601697 34.72%
35 10.657 1454 1457 1460 rBV 1213556 1142935 65.96%
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36 10.781 1473 1478 1481 rBV 1612632 1732865 100.00%  8.655%

8270-BF072423.M Thu Jul 27 17:31:58 2023 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

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_ F\Methods\8270-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.245 1554 1557 1564 rVB 1525834 1685826 97.29%  8.420%
38 11.357 1573 1576 1579 rBV 1145225 1031962 59.55% 5.154%
39 11.598 1615 1617 1620 rVB 489169 426272 24.60% 2.129%
40 12.951 1844 1847 1854 rVB 1548159 1474135 85.07% 7.363%
41 14.010 2024 2027 2031 rBV 535760 517407 29.86% 2.584%

42 15.504 2276 2281 2290 rBV 471987 611641 35.30%  3.055%

Sum of corrected areas: 20021489
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF134489.D\data.ms

2500000

2000000

6.463
1500000 5.457

7.387
1000000

6.822
500000

63 K‘eﬁes
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Time--> 2.20 2.40 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
Abundance TIC: BF134489.D\data.ms

11.945
2500000 10.781 1357 12.951

11.598

2000000 9.175 10.65 l
1500000 l

10.510
9.857

1000000
8.098 10. 263

9.768 10 iﬁiz‘ﬁ'
500000 @ 1888916

B i ioia
8368 -w-nmﬁ““‘
o T — — — — — e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF134489.D\data.ms

2500000
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1500000

1000000
14.010

15.504
500000

0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Nonane, 3,7-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.116 2.13 ng 76483  Acenaphthene-dile 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 80
2 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 59
3 Heptacosane 380 C27H56 000593-49-7 59
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 59
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 59
Abundance Scan 1195 (9.116 min): BF134489.D\data.ms (-1192) (-) m/z 57.05 100.00%
57.0
% 8.80 9.00 9.0 9.40 |
7.0 145.0 . . . .

ol d bl L 2992wz 7110 79.30%

miz--> 50 100 150 200 250 300 350

Abundance #33097: Nonane, 3,7-dimethyl-

57.0
5000 L B B R B L B
8.80 9.00 9.20 9.40
m/z 43.10 59.30%
‘ 127.0
0\‘\‘\“‘\‘\‘\\"\\‘\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
R
8.80 9.00 9.20 9.40
5000 m/z 41.05 43.68%
126.0
ol b
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane R EARRERESS ST
57.0 8.80 9.00 9.20 9.40
m/z 85.05  29.26%
5000
9.0
oL L || [ 141.0183.0225.0267.0 323.0 380.(
e AL e e e s AR R e
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown9.251 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.251 3.81 ng 136811  Acenaphthene-di10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 38
2 2,6,10-Trimethylundeca-1,3-diene 194 C14H26 1000222-09-1 38
3 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 30
4 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 27
5 Oxalic acid, cyclobutyl hexadecy... 368 C22H4004 1000309-70-6 27
Abundance Scan 1218 (9.251 min): BF134489.D\data.ms (-1214) (-) m/z 57.10 100.00%
57.1
193.2
5000 95.1
37.1 RS RamaE e
H ‘ 9.00 9.20 9.40 9.60
0 —— il m/z 43.10 91.06%
miz-> 50 100 150 200 250
Abundance #289288: Oxalic acid, allyl octadecyl ester
41.0
5000 L LI L I LN B
71.0 9.00 9.20 9.40 9.60
m/z 55.00 84.52%
1
0 T ‘\ H‘ “‘\ h! \‘H T “H‘ \‘ T ‘]\-4\1.0 T T T T ‘ T T T T ‘ T T \2\97‘.(
miz--> 50 100 150 200 250
Abundance
57.0
R A REEEREY
9.00 9.20 9.40 9.60
5000 m/z 41.10 77 .95%
109.0
27.0 194.0
0 151.0
——
miz--> 50 100 150 200 250
Abundance #263801: Oxalic acid, allyl hexadecy! ester B ARmESEE R
41.0 9.00 9.20 9.40 9.60
m/z 193.15 61.91%
5000
71.0
11.0
m/z--> 50 100 150 200 250 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 unknown9.557 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.557 6.07 ng 217542  Acenaphthene-di10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, chlorodiethylhexyloxy- 222 C1leH23Closi 1000363-74-4 35
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
3 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303 016239-90-0 25
4 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 25
5 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C10H11NO3 1000387-33-4 25

Abundance Scan 1270 (9.557 min): BF134489.D\data.ms (-1268) (-) m/z 193.20 100.00%

193.2
411 69.0
137.2 SEUL :
b L e ]
Y N— bl 22 n d m/z 41.10  52.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100843: Silane, chlorodiethylhexyloxy-
193.0
83.0 109.0
5000 —
9.50
55.0 m/z 69.05 51.67%
135.
O ‘2\%.\9““\‘\ \‘1 “\“\ TT T ‘\M\ T T “‘1‘ \3\‘\5“?\ \1\6‘:\3\(\)\ T — \‘1 T \\2%2\\(\)
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193.0
T \
123.0 9.50
5000 m/z 83.10 41.61%
150.0
95.0
0.47.0 420 69,0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68239: Pyrazole, 5-methyl-3-(5-nitro-2-furyl)- ——
193.0 9.50
m/z 55.10 40.81%
5000
119.0
163.0
o0 ®0sso | M0
R e B s RARRA P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 3-Ethyl-2,6,10-trimethylund... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.575 3.07 ng 109931  Acenaphthene-di10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 89
2 2,6,10-Trimethyltridecane 226 C1l6H34 003891-99-4 86
3 Hexadecane 226 C16H34 000544-76-3 76
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 76
5 Decane, 2-methyl- 156 C11H24 006975-98-0 68

Abundance Scan 1273 (9.575 min): BF134489.D\data.ms (-1272) (-) m/z 57.10 100.00%

57.1
5000
85.1
‘ ‘ 1300 159.1 Py \
183.1
ow_M‘mw‘wumM‘WJ‘mlm‘m‘_me?ﬁ?? m/z 43.10  88.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
5000 85.0 T \
9.50
290‘ 113.0 141.0 i m/z 71.10  82.99%
O\\\\‘\‘\‘\\“\\\H‘\\“\\‘\\\\‘\\H\‘\‘\\\‘\\\\‘\\\\“\\\\‘\2\]\_\6‘(\)\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T T
9.50
5000 85.0 m/z 85.10 30.707%
113.0
141.0
0 29.0 183.0 2260
T T T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107219: Hexadecane T
57.0 9.50
m/z 55.10 30.46%
5000 850 MMMW
29.0 ‘ 113.0
226.0
ook e L1410 3690 1970 2258 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.716 5.33 ng 191005 Acenaphthene-di10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 78
2 1-Hexyl-1-nitrocyclohexane 213 C12H23N02 118252-09-8 38
3 1-Hexyl-2-nitrocyclohexane 213 C12H23N02 118252-04-3 38
4 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-92-8 30
5 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 30

Abundance Scan 1297 (9.716 min): BF134489.D\data.ms (-1294) (-)| | m/z 55.10 100.00%

55.1
5000

224.3
0,

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0

5000 69.0 95.0

m/z 41.10 73.35%

‘ ‘ 151.0
‘w““\"“M‘”M‘J“V!wa‘Mw“H\‘Wynw‘W“‘ ﬂN¢Nkawﬁmﬂfvaﬂﬂ
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
55.0 83.0

7
9.50 10.00

o

5000 111.0 m/z 109.10 68.99%
167.0
[ AL L e e R R RN R
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #90846: 1-Hexyl-2-nitrocyclohexane 7 —
55.0 9.50 10.00

m/z 83.10 67.41%

83.0
5000
111.0
‘ “ 1 167.0

ottt —

T
m/z--> 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\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 unknown9.763 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.763 7.44 ng 266681  Acenaphthene-di10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 47
2 2-Anthracenamine 193 C14H11N 000613-13-8 30
3 Hexadecanedinitrile 248 C16H28N2 006812-44-8 22
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 18
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-97-1 15

Abundance Scan 1305 (9.763 min): BF134489.D\data.ms (-1302) (-) m/z 193.20 100.00%
193.

98.2
550 o,
5000 123.1

= —
H ‘152.1 9.50 10.00
0’ 1 O 2 SR B =y P T or T YO T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
69.0
5000 41.0 — —
153.0 9.50 10.00
m/z 97.10 68.40%

o

| 1260 1810 2240
- H‘\\H‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
193.0

7
9.50 10.00

5000 165.0 m/z 69.10 64.35%
97.0
70.0 139.0
1 JBSENNNS el YT SENSAS I NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #133503: Hexadecanedinitrile —— —
97.0 9.50 10.00

m/z 41.10 62.70%

5000 41.0
69.0 124.0
152.0 2080 547,

015DM H‘Jd\k\k Al h |77°-180.0 77
A L o e  E e RRARRRERE —— —

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\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 7 unknown9.963 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

o.063  2.13ng 76255  Acenaphthene-d10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual

hyl 4-formamido-1-methylpyraz... 183 C7H9N303 1010410-38-7 30
ethyl-1-phenylhexa-1,3,4-triene 170 C13H14 103240-79-5 25
,7-Trimethyl-6-thiabicyclo[3.... 170 C10H18S 1000306-33-5 20
,3-Trimethyl-2-thiabicyclo[2.... 170 C10H18S 1000306-33-6 20
anone, 1-(5-chloro-2-hydroxyp... 170 C8H7C102 001450-74-4 15

VA wWwN R
R, AU =
<

SWN =+

Abundance Scan 1339 (9.963 min): BF134489.D\data.ms (-1337) (-) m/z 57.05 100.00%
57.0

1231 1551

5000

%

—
10.00
m/z 41.10 66.31%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58121: Methyl 4-formamido-1-methylpyrazole-3-carbox

%

42.0 155.0
123.0
5000 183.0 10,00
00 o m/z 123.10  60.49%
O‘\}‘\\ \“\‘H‘\\‘\\\H‘\\\\‘!\\\‘\\M‘l‘\\\\‘}\\\‘\\\\‘\\\
miz—-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
155.0
—
10.00
5000 m/z 155.10 58.51%
51.0
770 1150
) NS R 1 S N S
m/z—> 20 40 60 80 100 120 140 160 180 200 220

Abundance  #45289: 4,7,7-Trimethyl-6-thiabicyclo[3.2.1]octane

T

41.0 155.0 10.00
m/z 43.10 51.50%

113.0
5000
67.0
AL e L,
o S 10 T O S AN .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00

8270-BF072423.M Thu Jul 27 17:32:05 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 trans-Calamenene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.016 4.94 ng 177003  Acenaphthene-di10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Calamenene 202 C15H22 073209-42-4 81
2 Naphthalene, 1,2,3,4-tetrahydro-... 282 C15H22 000483-77-2 74
3 2-Phenylpropionic acid, 4'-(2-me... 218 C14H1802 1010454-94-3 68
4 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-51-6 59
5 1H-Indene, 2,3-dihydro-1,1,4,5-t... 174 C13H18 016204-57-2 53
Abundance Scan 1348 (10.016 min): BF134489.D\data.ms (-1343) (- m/z 159.10 100.00%
159.1
5000
57.0
85.0 T I
‘ ‘ ‘ 133.1 ‘ 189.1 216.1 10.00
0“w“H¢muW_‘quwHMuNWMW‘Nuuw‘m‘_wﬁ‘m‘;@“ m/z 57.05 29.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78025: trans-Calamenene
159.0
5000 e :
10.00
m/z 43.10 25.30%
129.0 202.0
O \\\‘\\\4\.]‘-.\0\\\‘7\(\)\.(\)‘\\\]\_‘OE.R“\‘W\\““E\\\l\\\\‘\\\\“\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
159.0
T \
10.00
5000 m/z 71.10 18.22%
o280 530 770 10501290 202.0
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #96690: 2-Phenylpropionic acid, 4'-(2-methyl-1-propenyl) — ‘
159.0 10.00
m/z 85.05 17.24%
5000
117.0 218.0
91.0
029055‘)\\\\\\1860 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00

8270-BF072423.M Thu Jul 27 17:32:05 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 9 2-Methyltetracosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
lo.110  7.18ng 257595  Acenaphthene-die 5.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyltetracosane 352 cosHs2 001560-78-7 72

2 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 64

3 Octacosane 394 C28H58 000630-02-4 64
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 64
5 Hentriacontane 437 C31H64 000630-04-6 64
Abundance Scan 1364 (10.110 min): BF134489.D\data.ms (-1361) (- m/z 57.10 100.00%
57.1
- WAJL
— —
“ ‘ h 1410 405 10.00 10.50
ol 4 ‘ ALl M Pheesel m/z 71.10 75.11%
m/z--> 50 100 150 200 250 300 350
Abundance #262014: 2-Methyltetracosane
57.0
5000 i ——
10.00 10.50
m/z 43.10 69.67%
O \“‘\ \ ‘ \“‘ \“H‘ \“ \JT\4'\‘ “\]_\8\3\?2\2\5\0‘267\\0\3‘0\9 \0\ T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—— —
10.00 10.50
5000 m/z 41.05 55.47%
97.0
0 140.0 196.0 241.0
B e A N LA o e e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 10.00 10.50
m/z 85.10 53.90%
oLl L H | 141 0183.0225.0 281.0 337.0 394.
e “““‘“““““““““““““ —— —
m/z--> 50 100 150 200 250 300 350 10.00 10.50

8270-BF072423.M Thu Jul 27 17:32:06 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 unknownl1@.192 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.192 8.04 ng 288214  Acenaphthene-die 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethynylcyclododecanol 208 C14H240 1000484-40-4 47
2 formamide, N-(4-butoxyphenyl)- 193 C11H15NO2 1000400-28-0 25
3 (2E)-2-Heptylidenecyclohexanone 194 C13H220 173975-69-4 25
4 Silane, tetra-2-propenyl- 192 C12H20Si 001112-66-9 22
5 5-Ethoxy-2-methyl-pyridine 137 C8H11NO 055270-48-9 15
Abundance Scan 1378 (10.192 min): BF134489.D\data.ms (-1372) (- m/z 193.15 100.00%
41.0 69.1 193.2
123.1
95.1
5000
51.2 s e
222.2 10.00 10.50
0° m/z 41.05 96.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85242: 1-Ethynylcyclododecanol
69.0 97.0
5000 41.0 1 UL
10.00 10.50
123.0 m/z 69.10 92.34%
151.0
0150 1790 2070
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
109.0 137.0 193.0
—— —
10.00 10.50
5000 m/z 123.10 78.90%
80.0
29.0 53.0
0 163.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69270: (2E)-2-Heptylidenecyclohexanone —— —
137.0 10.00 10.50
111.0 m/z 109.10  78.84%
67.0
5000 1.0
194.0
ol259 VNP S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF072423.M Thu Jul 27 17:32:07 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 unknownl@.228 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.228 4.45 ng 159438  Acenaphthene-di10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-4-(trifluoromethyl)benze... 193 C7H6F3NS 004274-38-8 30
2 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 27
3 9-Phenanthrenamine 193 C14H11N 000947-73-9 18
4 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 14
5 Fumaric acid, di(2-fluorophenyl)... 304 C16H10F204 1000345-22-9 14

Abundance Scan 1384 (10.228 min): BF134489.D\data.ms (-1381) (- m/z 57.10 100.00%
57.1

' 193.2
123.1
5000 97.1
157.1

-
10.00 10.50

17.2

0 L+@i4ﬁf%qf m/z 193.20  80.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68179: 2-Amino-4-(trifluoromethyl)benzenethiol
193.0

5000 e .
10.00 10.50
148.0 m/z 41.10 64.57%
450 69.0 960 1230 ‘ |
O‘HH"\‘\W\‘M\‘”\‘\}\‘H“\“‘\H‘\‘u1‘1\*\“\‘\‘\“\‘\”‘\\ ‘\‘H\\‘\H\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
193.0
[ - [ -
95.0 10.00 10.50
5000 ITI/Z 43.10 60.97%
67.0
40.0 146.0
0 118.0
AR R R N N R R NN R RN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68081: 9-Phenanthrenamine —— —
193.0 10.00 10.50

m/z 69.10 57.90%

5000 165.0 ﬂw\NVwWJVMﬂAAWMAAwJM
82.0

51.0 L1 h \‘ 115.013\9.0 H‘ \\‘
L S

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF072423.M Thu Jul 27 17:32:07 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 2,11-Dioxabicyclo[4.4.1]und... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.263 10.41ng 373102 Acenaphthene-die 5.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3. .. 222 C13H1803 070412-52-1 53

2 Thiazo

lidine-2-thione, 4-(4-fluo... 320 C15H13FN20S2 1000264-97-7 43

3 1-(4-Fluorophenyl)-2-phenyl-etha... 214 C14H11FO 000347-84-2 43
4 1-(1-Ethyl-2,3-dimethyl-cyclopen... 166 C11H180 1000185-18-6 38
5 Diallyldivinylsilane 164 CloH16Si 119901-88-1 38
Abundance Scan 1390 (10.263 min): BF134489.D\data.ms (-1387) (- m/z 123.10 100.00%
128.1
207.2
— —
1 | 170.1 10.00 10.50
0! by “m‘w‘!‘ rt el L o m/z 55.10  43.00%
m/z--> 50 100 150 200 250 300
Abundance #101544: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-on
123.0
43.0
5000 179.0 —r— SR
2220 10.00 10.50
' m/z 41.10 42.17%
04 “\ ‘\“ ‘H\ “\8“\\?"'\‘”“ “r ‘\“‘\ ‘\ “‘ \M‘\ 1 L — T IS A R B
m/z--> 50 100 150 200 250 300
Abundance
123.0
— —
10.00 10.50
5000 ITI/Z 69.10 41.38%
65.0
170.0
0 228.0  284.0 320(
e e T e
m/iz--> 50 100 150 200 250 300
Abundance #92217: 1-(4-Fluorophenyl)-2-phenyl-ethanone —— —
123.0 10.00 10.50
m/z 109.10  39.32%
75.0
5390 7 | 1650 2140
IR A o e e B S A e —— —
m/z--> 50 100 150 200 250 300 10.00 10.50

8270-BF0724

23.M Thu Jul 27 17:32:08 2023

Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 unknownl1®.316 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.316 2.60 ng 93161  Acenaphthene-di1e 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 30
2 Tridecane 184 C13H28 000629-50-5 25
3 Nonadecane 268 C19H40 000629-92-5 25
4 Hexadecane, 1l-chloro- 260 C16H33Cl 004860-03-1 25
5 Octacosane 394 C28H58 000630-02-4 25
Abundance Scan 1399 (10.316 min): BF134489.D\data.ms (-1397) (- m/z 57.10 100.00%
57.1
5000 146.1 w«w-/LJ\
111'T ‘ 1932 10.00 10.50
ol JM‘ 1““““““1““‘”“; b w“ b ‘%%§10‘ — m/z. 43.10  64.34%
miz-> 50 100 150 200 250
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 — ——
1.0 10.00 10.50
m/z 55.05 63.98%
133.0
oL— “ H ‘M“H!\ MH \“m‘\ ; \‘ ‘\17“5"0‘ Bmamane e ‘2‘88‘(
miz--> 50 100 150 200 250
Abundance
57.0
— ——
10.00 10.50
5000 m/z 71.10 63.05%
. 27.0 99.0 1410 184.0
———
miz--> 50 100 150 200 250
Abundance #158598: Nonadecane a— T
57.0 10.00 10.50
m/z 146.05 40.11%
- MMW
99.0
oL ZTOL LA 10 ass0 2w S /TWINTE
m/z--> 50 100 150 200 250 10.00 10.50

8270-BF072423.M Thu Jul 27 17:32:10 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Tridecane, 5-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.510 16.78 ng 601697  Acenaphthene-di10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 90
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Heptacosane 380 C27H56 000593-49-7 86
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 81
Abundance Scan 1432 (10.510 min): BF134489.D\data.ms (-1429) (- m/z 57.10 100.00%
57.1
85.1 S ‘
113.1 10.50
141.1169.2
Ol e A SO0 211.2239.2 m/z 71.10 53.37%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 =
10.50
85.0 m/z 43.10  50.65%
112.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance
57.0
T \
10.50
m/z 41.10 28.22%
5000 85.0 /
29.0 113.0 169.0
0 140.0 248.0
T T T T e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #107219: Hexadecane T ‘
57.0 10.50
m/z 85.10 24.89%
- ] JMNNNWMAAAAﬁMuAVVﬁA
29.0 ‘ 113
226.0
oo T 41016901070200 .
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 10.50

8270-BF072423.M Thu Jul 27 17:32:11 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05

Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 15 Dodecane, 2,7,10-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.781 33.58 ng 1732870  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
2 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 83
3 Tridecane 184 C13H28 000629-50-5 80
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72

Abundance Scan 1478 (10.781 min): BF134489.D\data.ms (-1473) (-} ' m/z 57.10 100.00%
57.1
5000 M\/AAAPIVAVWJAWfJVﬂ
85.1
113.1 1050 1100
10.50 11.00
141.1 183.2
Orerrreetbe b de T 215:2 253.3 m/z 71.10  74.93%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 s ——
10.50 11.00
29.0 85.0 m/z 43.10 58.20%
H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\H\‘H\\‘HH’HH’HH’HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
43.0
—— —
10.50 11.00
5000 m/z 85.10 29.33%
71.0
113.0
Ot b bt prrrp e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane T ——
57.0 10.50 11.00
m/z 41.10 28.56%
5000
85.0
29.0
o | msowe isao
L N A e maa o Rada) aaaanaans e —— ——
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00

8270-BF072423.M Thu Jul 27 17:32:11 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Tridecane, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.245 32.67 ng 1685830  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 4-methyl- 198 C14H30 026730-12-1 90
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 83
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 1557 (11.245 min): BF134489.D\data.ms (-1554) (-] ' m/z 57.10 100.00%
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‘ ‘ | 155.0
oLl . 1250 7 1980
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Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- ——
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.598 8.26 ng 426272  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 1617 (11.598 min): BF134489.D\data.ms (-1615) (- m/z 57.10 100.00%
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5000
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11.50 12.00
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mi/z--> 50 lOO 150 200 250 300 350

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
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Abundance

57.0

7
11.50 12.00
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T T T T T T T T T T
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Abundance #275537: Hexacosane 7 —
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- wakuxwwwaAwJW“Jkﬂv
99.0
0 ‘ I uh\ \‘\\ M h‘ 14%9 1‘830 225.0 267.0 309.0 367.(
R e I A e e e e A — :
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134489.D

Acqg On : 26 Jul 2023 19:05
Operator : CG\JU

Sample : 03694-01

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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|
Nonane, 3,7-dim... 9.116 2.1 ng 76483 3 9.857 717236 20.0
unknown9.251 9.251 3.8 ng 136811 3  9.857 717236 20.0
unknown9.557 9.557 6.1 ng 217542 3 9.857 717236 20.0
3-Ethyl-2,6,10-... 9.575 3.1 ng 109931 3 9.857 717236 20.0
Decahydro-1,1,4... 9.716 5.3 ng 191005 3  9.857 717236 20.0
unknown9.763 9.763 7.4 ng 266681 3 9.857 717236 20.0
unknown9.963 9.963 2.1 ng 76255 3 9.857 717236 20.0
trans-Calamenene 10.016 4.9 ng 177003 3 9.857 717236 20.0
2-Methyltetraco... 10.110 7.2 ng 257595 3 9.857 717236 20.0
unknown10.192 10.192 8.0 ng 288214 3 9.857 717236 20.0
unknown10.228 10.228 4.5 ng 159438 3 9.857 717236 20.0
2,11-Dioxabicyc... 10.263 10.4 ng 373192 3 9.857 717236 20.0
unknown10.316 10.316 2.6 ng 93161 3  9.857 717236 20.0
Tridecane, 5-pr... 10.510 16.8 ng 601697 3  9.857 717236 20.0
Dodecane, 2,7,1... 10.781 33.6 ng 1732870 4 11.357 1031960 20.0
Tridecane, 4-me... 11.245 32.7 ng 1685830 4 11.357 1031960 20.0
Heptadecane, 2,... 11.598 8.3 ng 426272 4 11.357 1031960 20.0
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