LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127721.D

Acqg On : 08 Apr 2022 18:54
Operator : CG\JU

Sample : N2317-03

Misc :

ALS Vvial : 17 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-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127721.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.340 3 9 16 rVB 275336 357709 11.34%  1.286%
2 2.452 23 28 34 rBV 40536 54480 1.73% 0.196%
3 5.204 491 496 507 rVB 226450 273196 8.66%  0.982%
4 5.587 556 561 564 rBV 2816398 2696200 85.49%  9.695%
5 6.245 670 673 677 rBV 115693 95551 3.03% 0.344%
6 6.416 700 702 705 rVB 77083 58959 1.87% 0.212%
7 6.581 724 730 733 rBV 2694956 2820444 89.43% 10.142%
8 6.963 791 795 798 rBV 1079507 843400 26.74% 3.033%
9 7.075 811 814 821 rVB 52683 42894 1.36% 0.154%
10 7.528 885 891 894 rBV 1956333 1931993 61.26% 6.947%
11  8.245 1009 1013 1017 rBV 1212017 1104695 35.03% 3.972%
12 8.434 1042 1045 1048 rBV 65145 47072 1.49% 0.169%
13 9.328 1191 1197 1200 rBV 3221303 3153656 100.00% 11.340%
14  9.386 1203 1207 1212 rVB2 103409 118133 3.75% 0.425%
15 9.439 1212 1216 1219 rBV 35268 31853 1.01% 0.115%
16 9.633 1243 1249 1252 rBV 33592 34870 1.11% 0.125%
17 9.704 1257 1261 1264 rVV 150087 136313 4.32% 0.490%
18 9.916 1293 1297 1299 rBV 242401 198821 6.30% 0.715%
19 9.939 1299 1301 1303 rVWV 83550 63505 2.01% 0.228%
20 9.980 1303 1308 1309 rVV 128394 123077 3.90% 0.443%

21 10.010 1309 1313 1315 rVV 1595836 1375120 43.60%
22 10.028 1315 1316 1324 rVB 259312 180286
23 10.122 1329 1332 1335 rVV 453680 373408 11.84%
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24 10.163 1335 1339 1343 rVB2 197191 195796  6.21% 704%
25 10.275 1355 1358 1361 rBV 46635 37807  1.20% 136%
26 10.480 1388 1393 1397 rVB4 36413 37870 1.20% ©0.136%
27 10.580 1405 1410 1412 rVB3 27230 36949 1.17% 0.133%
28 10.651 1420 1422 1426 rVB3 42244 36096 1.14% 0.130%
29 10.710 1426 1432 1434 rBV 175391 194652 6.17% ©.700%
30 10.733 1434 1436 1439 rVVW 292374 262497 8.32%  0.944%

31 10.798 1439 1447 1450 rVV2 2493529 2897738 91.89% 10.420%

32 10.833 1450 1453 1457 rVV 391592 369812 11.73%  1.330%
33 10.880 1458 1461 1464 rVv2 52966 61614  1.95% ©.222%
34 10.916 1464 1467 1473 rVB 82468 78407 2.49%  0.282%
35 11.022 1481 1485 1488 rBv2 32511 33359 1.06% ©0.120%

36 11.504 1563 1567 1570 rBV 1446404 1268276 40.22% 4.561%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127721.D

Acqg On : 08 Apr 2022 18:54
Operator : CG\JU

Sample : N2317-03

Misc :

ALS Vvial : 17 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-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.827 1616 1622 1629 rVB6 28667 45256 1.44% 0.163%
38 12.016 1651 1654 1659 rBV2 86837 97104 3.08% 0.349%
39 12.716 1770 1773 1778 rBV 86690 72950 2.31% 0.262%
40 12.951 1807 1813 1816 rBV2 57615 64160 2.03% 0.231%

41 13.092 1833 1837 1840 rBV 3224585 2787595 88.39% 10.024%

42 13.198 1851 1855 1858 rBvV 80929 66720 2.12%  0.240%
43 13.298 1869 1872 1878 rVB5 37088 43484 1.38% 0.156%
44 13.851 1963 1966 1970 rBV 53264 47357 1.50% ©.170%
45 13.986 1985 1989 1997 rBvV2 225571 318857 10.11% 1.147%
46 14.151 2012 2017 2020 rBV 966239 875284 27.75%  3.147%

47 14.245 2027 2033 2047 rBV2 104509 253932 8.05% ©.913%

48 14.380 2050 2056 2062 rVV1e 11758 32385 1.03% 0.116%
49 14.621 2092 2097 2103 rBV2 64157 99878 3.17% 0.359%
50 15.221 2195 2199 2202 rBV2 27854 44307 1.40% 0.159%
51 15.298 2208 2212 2215 rBV 55684 59311 1.88% ©0.213%
52 15.674 2271 2276 2281 rBV 575142 788830 25.01% 2.837%
53 16.174 2356 2361 2366 rBV 50958 77990 2.47% 0.280%
54 16.239 2367 2372 2377 rBV6 25067 53576 1.70% ©.193%
55 17.368 2559 2564 2569 rBV3 21252 39993 1.27% ©.144%

56 17.445 2570 2577 2584 rBV3 121809 252117 7.99% 0.907%
57 17.892 2647 2653 2662 rVB10o 23046 61547 1.95% 0.221%

Sum of corrected areas: 27809141
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 08 Apr 2022 18:54
¢ CG\JU
: N2317-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
BF127721.D

: 17  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

o

Time-->

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

Time-->

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

Time--> 13.50

TIC: BF127721.D\data.ms
5.587
6.581
7.528
6.963
340 5.204
/\2.452 6.248 416 7.075
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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TIC: BF127721.D\data.ms
9.328 13.092
10.798
10.010
11.504
8.245
0.122
9. 163 9 33
8.434 %@ﬁ@%.g'qgmg 10.2750 LBOSK 22 11.877-016 12-11QZ-9SJH34}§§98
S 1 S et S S v Sdictl S DN 1 | oovaoa-waiev il A it SRS SSS S LS SUNE R S e L s
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF127721.D\data.ms
14.151
13.986
13.85 17568° 17802
‘ T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T T T T T ‘ T T T T ‘ T T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127721.D

Acqg On : 08 Apr 2022 18:54
Operator : CG\JU

Sample : N2317-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.340 8.48 ng 357709 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 17
Abundance Scan 9 (2.340 min): BF127721.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0 A
87-1 \\\‘\\\\‘\\\\‘H\\‘\\\\‘\
2.402.502.602.70
590 | P
O+ e e e e e e e m/z 43.00 37.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN RN RN RN
43.0 2.402.502.602.70
‘ 87.0 m/z 55.10 24.93%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 P
2.402.502.602.70
5000 41.0 55.0 m/z 87.10 24.26%
27.0
0 1], L 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘H_‘H“‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- R RaaEs R
30.0 2.402.502.602.70
m/z 41.05 12.58%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.402.502.602.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127721.D

Acqg On : 08 Apr 2022 18:54
Operator : CG\JU

Sample : N2317-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.204 6.48 ng 273196 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 496 (5.204 min): BF127721.D\data.ms (-491) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 R e e e e
4.80 5.00 5.20 5.40 5.60
| | 83.1 R
ob————ilbrrtle o e m/z 59.10 59.10%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | L AL B
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.10  18.89%
15.0 101.0
‘ Wl | 83.0 |
O\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R A RARR
4.80 5.00 5.20 5.40 5.60
5000 210 m/z 58.00 16.95%
0 \H\‘ \‘M 12§0 142.0
et
miz--> 20 40 60 80 100 120 140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- R A RARE S
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.96%
5000
41.0
101.0
3 “p‘m e NSV A WO | PN
m/z--> 20 40 60 80 100 120 140 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\BF040822\
Data File : BF127721.D

Acqg On : 08 Apr 2022 18:54
Operator : CG\JU

Sample : N2317-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 .alpha.-Pinene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.245 2.27 ng 95551  1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 95
2 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 94
3 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 91
4 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 Cl@Hl6 007785-26-4 90
5 trans-.beta.-Ocimene 136 C1OH16 003779-61-1 90
Abundance Scan 673 (6.245 min): BF127721.D\data.ms (-670) (-) m/z 93.10 100.00%
3.1
5000
41 LI L L L L B L B
H o 12‘1-1136_2 6.00 6.20 6.40 6.60
) SR “% ”:H_‘ b L2 w2 o1.ee 47.65%
m/z--> 20 40 100 120 140
Abundance #18021.amha=PMene
93.0
5000 L L B I LA BN
39.0 77.0 6.00 6.20 6.40 6.60
m/z 92.10 36.07%
15.0 ?F 121.0136.0
0 \\‘\ T }‘\\ \“\H‘ T \‘[“\\ ‘\ “\“‘\ T \“‘\ L
m/z--> 20 80 100 120 140
Abundance  #18173: Blcycl0[3 1.1]hept-2-ene, 3,6,6-trimethyl-
93.0
e e
6.00 6.20 6.40 6.60
5000 m/z 77.00 35.21%
41 0
121.0
bl ‘\M 1360
miz--> 20 40 100 120 140 J\
Abundance #18211: Tr|cyc|o[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- R EARREY "‘\‘/\, i
93.0 6.00 6.20 6.40 6.60
m/z 79.10 26.71%
5000
41.0
‘ 770 121.0436 9
o220 L ‘ R w R~ “ - S R
m/z--> 20 80 100 120 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127721.D

Acqg On : 08 Apr 2022 18:54
Operator : CG\JU

Sample : N2317-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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, 1,2,4a,5,6,8a-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.916 2.89 ng 198821  Acenaphthene-die 10.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 99
2 .gamma.-Muurolene 204 C15H24 030021-74-0 99
3 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 91
4 Bicyclo[4.4.0]dec-1-ene, 2-isopr... 204 C15H24 150320-52-8 90
5 1H-Cyclopropa[a]naphthalene, 1a,... 204 C15H24 017334-55-3 90
Abundance Scan 1297 (9.916 min): BF127721.D\data.ms (-1293) (-) m/z 161.10 100.00%
161.1
105.1
5000 79.1 Jk
41.0 133.1 204 2 \k\ T T ‘ T
' 10.00
(o} m/z 105.05 54.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80351: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimei
161.0
105.0
41.0 79.0
5000
133.0 10.00
204.0 m/z 91.00 50.58%
0+ ‘\“H‘H"“\H‘i‘H‘H‘!‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80185: .gamma.-Muurolene
161.0
41.0 TS AL AN
105.0 10,00
79.0 -
5000 m/z 119.05 46.49%
133.0 204.0
0 NPT N
m/z--> 20 40 60 80 100 120 140 160 180 200 A M
Abundance #80529: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-7-met e B A
161.0 10.00
m/z 93.10 42.88%
5000
0 105.0
41,
‘ 79.0 ‘ 133.0 204.0 K
0 ‘me_w“\”m;‘m wwmh\:_M‘m_mlm bl WA A
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127721.D

Acqg On : 08 Apr 2022 18:54
Operator : CG\JU

Sample : N2317-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 1-Isopropyl-4,7-dimethyl-1,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.122 5.43 ng 373408  Acenaphthene-d10 10.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isopropyl-4,7-dimethyl-1,2,3,5... 204 C15H24 016729-01-4 99
2 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 96
3 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 000523-47-7 91
4 cis-Muurola-4(15),5-diene 204 C15H24 157477-72-0 91
5 Copaene 204 C15H24 003856-25-5 89

Abundance Scan 1332 (10.122 min): BF127721.D\data.ms (-1329) (-, m/z 161.20 100.00%
161.2

119.1

91.1
5000 204.2 ﬂ
41.0
Al

R P
65.0 10.00 10.50

0 m/z 119.10 67.92%

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

Abundance #80297: 1-Isopropyl-4,7-dimethyl-1,2,3,5,6,8a-hexahydro
161.0

1100 | M
5000 410 91.0 SULIUALFNSmA

204.0
69.0 10.00 10.50

m/z 105.10 64.05%
Il \\“\\ \H 1L M\ “M M‘H H\‘\ \H\‘\“ Ll \‘ ‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80409: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimetr

o

161.0
10.00 10.50
134.0 m/z 91.10  49.20%
5000 105.0 /
41.0 204.0
81.0
ot il bl L L
m/z--> 20 40 60 80 100 120 140 160 180 200 JL
Abundance #80496: Naphthalene, 1,2,4a,5,8,8a-hexahydro-4,7-dime e Vg el
161.0 10.00 10.50
m/z 134.00 45.10%
204.0
5000 105.0 134.0
41.0 81.0
0 , ,H“;‘1“1‘””‘”“”““” A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127721.D

Acqg On : 08 Apr 2022 18:54
Operator : CG\JU

Sample : N2317-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.163 2.85 ng 195796  Acenaphthene-di10 10.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 202 C15H22 000483-77-2 97
2 trans-Calamenene 202 C15H22 073209-42-4 95
3 4-isopropyl-1,6-dimethyl-1,2,3,4... 202 C15H22 1000378-99-6 95
4 cis-Calamenene 202 C15H22 072937-55-4 93
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 80

Abundance Scan 1339 (10.163 min): BF127721.D\data.ms (-1335) (-] m/z 159.10 100.00%
159.1

5000

410 gro 1051 129.1 202.2 10.00 10,50
0 ‘H"ww«u‘m‘JNHM‘VW‘W\ﬂm‘mh‘mjw“‘wu‘ﬂm‘ m/z 160.20  13.43%
miz—> 20 40 60 80 100 120 140 160 180 200

Abundance #78072: Naphthalene, 1,2,3,4-tetrahydro-1,6-dimethyl-4-(

159.0
5000 —r ——
10.00 10.50
m/z 129.05 13.14%
202.0
0 ‘2\8‘}'\0\ ““\53\.\0‘ T \?Z-‘O\ = \1|0\‘5\-\0‘\‘ ‘l%‘\?‘\.\o‘”w\ L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78025: trans-Calamenene
159.0
A W\ Wlaahyan oy
10.00 10.50
5000 m/z 128.05 11.69%
129.0 202.0
0 41.0 70.0 10\5'0\‘\ ‘\H A ‘ .
R I B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78057: 4-isopropyl-1,6-dimethyl-1,2,3,4-tetrahydronapht A W{/\ WA s [
159.0 10.00 10.50

m/z 105.10  11.64%

5000
135.0
43.0 77.0 105.0 ‘ 202.0 Jk\
0 ik o g \ 1

‘ A
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127721.D

Acqg On : 08 Apr 2022 18:54
Operator : CG\JU

Sample : N2317-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Bicyclo[4.4.0]dec-1-ene, 2-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.710 2.83 ng 194652  Acenaphthene-di10 10.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.4.0]dec-1-ene, 2-isopr... 204 C15H24 150320-52-8 87
2 4a(2H)-Naphthalenol, 1,3,4,5,6,8... 222 C15H260 019912-67-5 86
3 Naphthalene, 1,2,3,4,4a,7-hexahy... 204 C15H24 016728-99-7 83
4 1-Naphthalenol, 1,2,3,4,4a,7,8,8... 222 C15H260 019435-97-3 83
5 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 46

Abundance Scan 1432 (10.710 min): BF127721.D\data.ms (-1426) (- m/z 119.05 100.00%
11

5000
204.2
10.50 11.00
0! m/z 161.16  87.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80296: Bicyclo[4.4.0]dec-1-ene, 2-isopropyl-5-methyl-9-|
161.0
5000 = ——
105.0 10.50 11.00
41.0 81.0 204.0 m/z 105.05 62.92%
‘ ‘ 133.0 ‘
O\\\‘\\\\“\\\‘\‘\HU\\“‘\\\‘\“\‘\\‘}‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102080: 4a(2H)-Naphthalenol, 1,3,4,5,6,8a-hexahydro-4
161.0
LIPROUY L1 e
10.50 11.00
5000 ITI/Z 43.00 51.52%
550  95.0 204.0
29.0 ‘
] JRSLL VPR PSS VRS P
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80342: Naphthalene, 1,2,3,4,4a,7-hexahydro-1,6-dimetr e =
119.0 10.50 11.00
m/z 41.05 46.05%
5000 161.0
41.0 91.0 204.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127721.D

Acqg On : 08 Apr 2022 18:54
Operator : CG\JU

Sample : N2317-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Junenol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.733 3.82 ng 262497  Acenaphthene-di10 10.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Junenol 222 C15H260 000472-07-1 91
2 2-Caren-4-ol 152 C10H160 006617-35-2 45
3 trans-Verbenol 152 C10H160 001820-09-3 43
4 4-Pentyloxyaniline 179 C11H17NO 039905-50-5 43
5 [5-(Hydroxymethyl)-2,5,8a-trimet... 238 C15H2602 1796930-60-3 43

Abundance Scan 1436 (10.733 min): BF127721.D\data.ms (-1434) (1 m/z 109.10 100.00%

109.1
5000
' . T ‘ T T ‘ T
: 1050 11.00
01 m/z 39.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101912: Juneno
109.0
y
5000 410
: 81.0 161.0 10, 50 11,00
' m/z 35.90%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29078: 2-Caren-4-ol
109.0
1050 1100
5000 ITI/Z 32.63%
43.0
77.0 137.0
0! T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29099: trans-Verbenol
109.0 1050 1100
m/z 30.45%
81.0
5000 41.0
‘ 137.0
0 u‘l‘mw;‘h““_Mwww”w ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1050 1100

8270-BF040622.M Mon Apr 11 16:00:27 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127721.D

Acqg On : 08 Apr 2022 18:54
Operator : CG\JU

Sample : N2317-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.986 7.29 ng 318857 Chrysene-d12 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94

Abundance Scan 1989 (13.986 min): BF127721.D\data.ms (-1985) (- m/z 55.05 100.00%
55

0 o712
5000
14.00
39.1 230.1 .
ob— w‘u‘w ) ““f ) i‘l L2822, L 2810 n/; 43.05  96.87%
miz-> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
5000 T
14.00
25.0 m/z 57.10  96.64%
0 T T “\‘ ‘\“ “‘ ‘\ ‘\‘ \‘ \““ ‘H‘ \““‘\ ‘h ‘%\6ZO\ \2‘1\0.\0\ T ‘ \2\8\0\0‘ T
miz--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1
83.0
43.0 e
14.00
5000 m/z 83.05 95.17%
25.0
AITRIERDOUEL RN N
mfz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosanol =
55.0 14.00
97.0 S
m/z 97.10 83.95%
39.0
oot [ LLLLLE2® 020 2200 se0 I
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127721.D

Acqg On : 08 Apr 2022 18:54
Operator : CG\JU

Sample : N2317-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Triphenylphosphine oxide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.245 5.80 ng 253932  Chrysene-di12 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 98
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 52
3 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 47
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO 1000387-59-3 43

Abundance Scan 2033 (14.245 min): BF127721.D\data.ms (-2027) (-} m/z 277.10 100.00%

277.1
5000
77.0 199.0
a1 m 152.0 " 1400 1450
0 LS sz 278,10 33.94%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000
1400 1450
77.0 199.0 m/z 199.00  24.26%
152.0
0\2\7\-()\‘}‘\\“\\‘\\\\‘“\\\\H\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
Y N
14.00 14.50
5000 m/z 76.95 23.73%
77.0 183.0
0 39# L L \]Fzﬁo‘“ I \‘ ‘h 228.0
T B e e B
m/z--> 50 100 150 200 250 300
Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclo
277.0 1400 1450
m/z 201.10  23.55%
5000
195.0
510 910 1420 ‘
Ol Lt d e i 2820 L

m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127721.D

Acqg On : 08 Apr 2022 18:54
Operator : CG\JU

Sample : N2317-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Pentafluoropropionic acid, ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.621 2.28 ng 99878 Chrysene-d12 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 93
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 93
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 93
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
5 1-Octadecene 252 C18H36 000112-88-9 90

Abundance Scan 2097 (14.621 min): BF127721.D\data.ms (-2092) (-1 m/z 57.05 100.00%
57.0

) — —
397.
‘ ‘ 52.0 2080 2541 3551 | 14.50 15.00
ok “\‘\‘HHH\“HHH M‘H\ HH il L Hu\\‘\ I H‘\‘ A ‘\‘ . ‘\‘ , m/z 43.10 94.51%
miz--> 50 100 150 200 250 300 350
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester
57.0
5000 — ——
14.50 15.00
m/z 83.10 83.00%
O T “\ ‘\“ ‘ “ \‘ T “ “‘ ‘ “‘ }5“ T \ :\L9\6 0\2:\)’\8 0\2\8\3\? L ‘ \3\8\4.\.0‘ 1
m/z--> 50 100 150 200 250 300 350
Abundance #275085: Octadecy! trifluoroacetate
57.0
— —
14.50 15.00
5000 ITI/Z 55.05 71.39%
L] 15401960 25202970 348.0
iy ““ e R
m/z--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecy! trifluoroacetate 7 —
57.0 14.50 15.00
m/z 69.05 70.37%
B I m
0 JJ‘ L%5401960238()2830 334.0
ity ““ R S LA e — —
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127721.D

Acqg On : 08 Apr 2022 18:54
Operator : CG\JU

Sample : N2317-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 1,2,4,8-Tetramethylbicyclo[... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.445 6.39 ng 252117  Perylene-di2 15.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 64
2 Guaia-3,9-diene 204 C15H24 000489-83-8 62
3 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24 004630-07-3 53
4 1-(4-Amino-2-methylphenyl)-2-pip... 204 C12H16N20 443999-53-9 49
5 3H-3a,7-Methanoazulene, 2,4,5,6,... 204 C15H24 002387-78-2 47
Abundance Scan 2577 (17.445 min): BF127721.D\data.ms (-2570) (- m/z 204.15 100.00%
204.2
135.0
5000 69.0 269.1
16.3 t
‘ ‘ a5, 17.50
0 b LT gz 135,00 56.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #80265: 1,2,4,8-Tetramethylbicyclo[6.3.0Jundeca-2,4-dier
204.0
108.0
5000 T
17.50
410 m/z 133.00  49.79%
O\\\““\‘H\m ‘H“‘HH“\\\Y\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #80150: Guaia-3,9-diene
135.0 204.0
——
91.0 17.50
41.0 o
5000 ITI/Z 69.05 49.,56%
RETTY181 1L N
miz--> 50 100 150 200 250 300 350 400
Abundance #80513: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dil T
204.0 17.50
41.0 m/z 269.15  46.58%
5000 3.0
m/z--> 5 100 150 200 250 300 350 400 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127721.D

Acqg On : 08 Apr 2022 18:54
Operator : CG\JU

Sample : N2317-03

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.340 8.5 ng 357709 1 6.963 843400 20.0
2-Pentanone, 4-... 5.204 6.5 ng 273196 1 6.963 843400 20.0
.alpha.-Pinene 6.245 2.3 ng 95551 1 6.963 843400 20.0
Naphthalene, 1,... 9.916 2.9 ng 198821 3 10.010 1375120 20.0
1-Isopropyl-4,7... 10.122 5.4 ng 373408 3 10.010 1375120 20.0
Naphthalene, 1,... 10.163 2.9 ng 195796 3 10.010 1375120 20.0
Bicyclo[4.4.0]d... 10.710 2.8 ng 194652 3 10.010 1375120 20.0
Junenol 10.733 3.8 ng 262497 3 10.010 1375120 20.0
Behenic alcohol 13.986 7.3 ng 318857 5 14.151 875284 20.0
Triphenylphosph... 14.245 5.8 ng 253932 5 14.151 875284 20.0
Pentafluoroprop... 14.621 2.3 ng 99878 5 14.151 875284 20.0
1,2,4,8-Tetrame... 17.445 6.4 ng 252117 6 15.680 788830 20.0
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