LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126392.D

Acqg On : 28 Dec 2021 20:52
Operator : JU/CG

Sample : M5115-05

Misc :

ALS Vvial : 16 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-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126392.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.193 14 18 23 rVB 44602 55513 1.61% 0.226%
2 3.857 298 301 306 rVB 37167 50069 1.46% 0.204%
3 4.387 386 391 398 rBV 44239 51081 1.49% 0.208%
4 5.010 492 497 504 rBV 574859 679563 19.76% 2.772%
5 5.422 562 567 570 rBV 2820235 2655023 77.21% 10.830%
6 5.822 631 635 644 rBV 235776 213985 6.22% 0.873%
7 6.434 734 739 746 rBV 1821144 1640373 47.70% 6.691%
8 6.810 799 803 806 rBV 992480 896599 26.07% 3.657%
9 6.987 832 833 838 rVB 40493 35828 1.04% 0.146%
106 7.057 842 845 848 rVB 133333 116077 3.38% 0.473%
11 7.375 887 899 902 rBV 2802275 3188967 92.73% 13.007%
12 7.457 908 913 916 rBV2 60011 58999 1.72% 0.241%
13 7.498 916 920 923 rw 47596 44750 1.30% 0.183%
14 7.657 944 947 951 rBV2 45713 41298 1.20% ©0.168%
15 7.739 957 961 964 rBV 75467 72099 2.10% 0.294%
16 7.781 964 968 971 rVB 59047 49037 1.43% 0.200%
17 7.834 971 977 982 rBV2 36629 60472 1.76% 0.247%
18 8.028 1007 1010 1016 rVV3 38777 42561 1.24% 0.174%
19 8.092 1016 1021 1023 rVV 1361929 1198915 34.86% 4.890%
20 8.116 1023 1025 1027 rVV2 142874 140370 4.08% 0.573%
21  8.139 1027 1029 1035 rVB 221290 188244 5.47% 0.768%
22 8.287 1049 1054 1059 rBV2 150386 162510 4.73% 0.663%
23 8.339 1059 1063 1066 rVV 189677 157338 4.58% 0.642%
24  8.475 1084 1086 1089 rVB 53510 44417 1.29% 0.181%
25 8.657 1112 1117 1119 rVB2 43960 60721 1.77% 0.248%
26 8.728 1125 1129 1131 rBV3 28803 36143 1.05% 0.147%
27 8.757 1131 1134 1137 rVV3 57438 57468 1.67% 0.234%
28 8.786 1137 1139 1143 rVB2 35254 34816 1.01% 0.142%
29 8.916 1159 1161 1163 rBV 58431 49691 1.44% 0.203%
30 8.939 1163 1165 1169 rVB2 59800 68782 2.00% 0.281%
31 8.981 1169 1172 1174 rBV3 30499 37387 1.09% 0.152%
32 9.034 1179 1181 1183 rVB 50109 38848 1.13% 0.158%
33 9.128 1191 1197 1200 rBv4 55907 91471 2.66% 0.373%
34 9.175 1200 1205 1208 rBV 3497904 3438841 100.00% 14.027%
35 9.345 1232 1234 1236 rBV2 36202 37767 1.10% 0.154%
36 9.369 1236 1238 1243 rVB3 50801 56327 1.64% 0.230%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126392.D

Acqg On : 28 Dec 2021 20:52
Operator : JU/CG

Sample : M5115-05

Misc :

ALS Vvial : 16 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-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.510 1259 1262 1264 rBV3 50251 41160 1.20% ©0.168%
38 9.622 1279 1281 1286 rVB3 78547 90981 2.65% 0.371%
39 9.704 1290 1295 1300 rBV 104458 125581 3.65% 0.512%
40 9.745 1300 1302 1307 rVB5 26921 37409 1.09% 0.153%
41  9.845 1313 1319 1322 rBV 1083736 976743 28.40%  3.984%
42 9.880 1322 1325 1331 rVB2 57455 80382 2.34% 0.328%
43 10.051 1351 1354 1360 rVB3 55878 74902  2.18% 0.306%
44 10.169 1370 1374 1379 rVB2 89338 102345 2.98% 0.417%
45 10.269 1389 1391 1396 rVB5 76267 79114 2.30% ©0.323%
46 10.339 1400 1403 1407 rBV3 52688 63157 1.84% 0.258%
47 10.392 1409 1412 1414 rBV2 83167 74905 2.18% 0.306%
48 10.463 1421 1424 1426 rBV 115624 113034 3.29% 0.461%
49 10.504 1429 1431 1434 rBvV2 78501 78667 2.29% 0.321%
50 10.563 1439 1441 1445 rVB4 65497 65153 1.89% 0.266%
51 10.639 1449 1454 1458 rBV 1786241 1786890 51.96% 7.289%
52 10.769 1472 1476 1482 rVB2 95511 136080 3.96% 0.555%
53 10.839 1485 1488 1490 rBV3 45754 43723 1.27% 0.178%
54 10.969 1508 1510 1514 rBV3 86711 121555 3.53% 0.496%
55 11.080 1527 1529 1533 rVB5 36433 48757 1.42% ©0.199%
56 11.233 1553 1555 1560 rVB2 47701 50064 1.46% 0.204%
57 11.333 1568 1572 1575 rVB 807023 678922 19.74%  2.769%
58 11.445 1588 1591 1594 rBV3 41457 48415 1.41% 0.197%
59 11.563 1608 1611 1613 rBV 66870 55776 1.62% 0.228%
60 11.863 1659 1662 1667 rVB2 144884 141485 4.11% 0.577%
61 12.092 1699 1701 1707 rVB3 34970 50012 1.45% 0.204%
62 12.380 1745 1750 1753 rBV4 37588 60882 1.77% 0.248%
63 12.921 1837 1842 1845 rBV 2383216 2244719 65.28% 9.156%
64 13.839 1994 1998 2007 rBV2 119478 189994 5.52% 0.775%
65 13.968 2016 2020 2025 rVB 622773 537832 15.64% 2.194%

66 15.415 2261 2266 2271 rBV 374150 465496 13.54% 1.899%

Sum of corrected areas: 24516485
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 28 Dec 2021 20:52

: M5115-05

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
BF126392.D

Ju/CaG

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126392.D

Acqg On : 28 Dec 2021 20:52
Operator : JU/CG

Sample : M5115-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.0106 15.16 ng 679563 1,4-Dichlorobenzene-d4 6.810

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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 497 (5.010 min): BF126392.D\data.ms (-492) (-) m/z 43.00 100.00%

43.0
59.0
5000
1010 R RN R
831 4.60 4.80 5.00 5.20 5.40
ol el S m/z 59.00  58.22%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B LA B W
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00 18.10%
15.0 101.0
‘ Wl | 83.0 | ‘
O\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
s BaE o
4.60 4.80 5.00 5.20 5.40
5000 59.0 m/z 58.00 15.82%
101.0
0“1‘5‘,‘.?“1“‘ “‘w L ‘8‘3"0‘”‘””‘””‘”
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester Eaaas e EammaaRE
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.50%
5000 41.0
ool w00 L g
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126392.D

Acqg On : 28 Dec 2021 20:52
Operator : JU/CG

Sample : M5115-05

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Pentanone, 4-methoxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.822 4.77 ng 213985 1,4-Dichlorobenzene-d4 6.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 37
3 Butane, 2-methoxy-2,3,3-trimethyl- 130 C8H180 027705-21-1 23
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 12
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 10
Abundance Scan 635 (5.822 min): BF126392.D\data.ms (-631) (-) m/z 43.00 100.00%
3.0 73.1
5000
Rumasmenns s ann s
1151
| 560 1000 5.40 5.60 5.80 6.00 6.20
O v et el e el e b m/z 73.10 92.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 I L B R R
5.40 5.60 5.80 6.00 6.20
m/z 115.10 12.51%
150 200 ||| 560 1000 115
0 H‘\\‘H‘\HH[H\f‘f”\\‘\\}\‘H\\‘\}H’\H\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8775: 1-Methoxyethanimine, N-acetyl-
43.0
100'0 ‘\\\\’\\\\‘\\\\‘\\\\’\\\
5.40 5.60 5.80 6.00 6.20
5000 m/z 41.05 10.06%
29.0 ‘ 58.0 73“'0 87.0 115.0
O i e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15789: Butane, 2-methoxy-2,3,3-trimethyl-
73.0 5.40 5.60 5.80 6.00 6.20
m/z 39.10 6.15%
5000
410 550
b B0 L L weso MO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126392.D

Acqg On : 28 Dec 2021 20:52
Operator : JU/CG

Sample : M5115-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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, 1,3-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.057 2.59 ng 116077 1,4-Dichlorobenzene-d4 6.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
3 o-Cymene 134 C1eH14 000527-84-4 93
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 90
Abundance Scan 845 (7.057 min): BF126392.D\data.ms (-842) (-) m/z 105.10 100.00%
105.1
5000 134.1
51.0 ‘ ‘ 6.80 7.00 7.20 7.40

0‘WHH‘HH_‘JﬁH‘WHMJWWHNHHHMuHHM‘_MH‘HWHMWH m/z 119.10  99.25%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17028: Benzene, 1,3-diethyl-

119.0
5000 134.0 /\j\j\“"’\J
6.80 7.00 7.20 7.40
91.0 m/z 134.05 43.07%
39.0 650 ‘
O \\‘H\.\‘H\‘\“\H\“‘HHi‘i‘\\\‘\‘\‘H‘\H‘H‘HH‘H\H‘\H!\‘\\‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
/\\\\\‘\\\\‘\\\\‘\\\\A‘\n\\
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.00 25.11%
91.0
41.0 65.0
0 S0 99 Ll |
O rrprrrrrmtrrrr bl e el et e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene
119.0 6.80 7.00 7.20 7.40
m/z 77.00 16.69%
5000
134.0
41.0 o0 ‘ N\
: 65.0 ﬂ
0 \\‘u\\‘u\‘\‘\u\w\u\“\u‘}‘m‘u‘\\M\\u“mu‘\‘1‘”‘u‘;‘;l\m‘u‘u‘u 0 \/\“ ; Hmmﬂﬂﬂ\ it \/\\’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126392.D

Acqg On : 28 Dec 2021 20:52
Operator : JU/CG

Sample : M5115-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 7
R.T. EstConc Area Relative to ISTD R.T.
8.287 2.71 ng 162510 Naphthalene-d8 8.092

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 95
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H100 000530-93-8 68
3 2-Phenylethylamine, N,N-di(trifl... 313 C12H9F6NO2 1000463-67-7 47
4 2-Methylbenzyl cyanide 131 C9HON 022364-68-7 47
5 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C16H16 020071-09-4 43

Abundance Scan 1054 (8.287 min): BF126392.D\data.ms (-1049) (-}  m/z 104.10 100.00%

104.1
5000
146.0
rer AR e
51.0 ‘ 8.00 8.20 8.40 8.60
ol p‘u”h b m/z 146.00  35.50%
miz--> 50 100 150 200 250 300
Abundance  #25046: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0
8.00 8.20 8.40 8.60
390 ‘ m/z 91.05 32.83%
0 ‘\‘ ‘u‘ “r‘ f‘\\ ‘\‘H“H‘ i ‘\“M“ \h;\ ‘m\\‘ A e B
miz--> 50 100 150 200 250 300
Abundance #24950: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0
146.0 bl Lo ol
8.00 8.20 8.40 8.60
5000 ITI/Z 131.00 19.83%
58.0
o phb L
miz--> 50 100 150 200 250 300
Abundance #215277: 2-Phenylethylamine, N,N-di(trifluoroacetyl)-
104.0 8.00 8.20 8.40 8.60
m/z 115.00 13.12%
5000
69.0
0270, HH‘ | ‘ 147.0 198.0 246.0 313,
e e e e e e,
m/z--> 50 100 150 200 250 300 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126392.D

Acqg On : 28 Dec 2021 20:52
Operator : JU/CG

Sample : M5115-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 8
R.T. EstConc Area Relative to ISTD R.T.
8.339 2.62 ng 157338 Naphthalene-d8 8.092

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 96
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 93
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 87

Abundance Scan 1063 (8.339 min): BF126392.D\data.ms (-1059) (-) m/z 131.00 100.00%
131.0

5000
91.0
390 641 ‘ ‘L 8.00 8.20 8.40 8.60
Yl S D W ?qH‘ 1481 1689 7 146.05  29.42%
miz--> 20 40 60 80 100 120 140 160
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000
8.00 8.20 8.40 8.60
91.0 m/z 91.05 21.95%
0+ T = \3\9“"?\“\‘\‘63‘\0\ \“‘ T \“i T “‘1‘]\-]\- ?\‘U‘! T ‘1\‘\8\0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
R LR RS SR
8.00 8.20 8.40 8.60
5000 m/z 117.10 18.36%
91.0
51.0 ‘
R NI T .Y TR
m/z--> 20 40 60 80 100 120 140 160 m
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- B AREREROGEEEE L e
131.0 8.00 8.20 8.40 8.60
m/z 118.10 17.19%
5000
91.0
39.0 ‘
64.0
O lerrldbrb 1140 || 1480
m/z--> 20 60 80 100 120 140 160 8.00 8.20 8.40 8.60

8270-BF121521.M Thu Dec 30 07:20:20 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126392.D

Acqg On : 28 Dec 2021 20:52
Operator : JU/CG

Sample : M5115-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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, 1,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.704 2.57 ng 125581  Acenaphthene-di10 9.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
3 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 94

Abundance Scan 1295 (9.704 min): BF126392.D\data.ms (-1290) (-} m/z 141.05 100.00%

141.1
5000
115.0 Pt -
51.0 76“0 W m 1741 9.50 10.00
O I L LT RN [ MU LT L ATD m/z 156.10  76.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
5000 — oy raally
9.50 10.00
115.0 m/z 115.00  23.32%
27.0 5%0\\ H\ ‘ bl m
O\\\’\\\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\‘ ‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
—— —
9.50 10.00
5000 ITI/Z 155.10 20.43%
115.0
76.0
270, %0 ) ey
O bttt bl
m/z--> 20 40 60 80 100 120 140 160 180 A/\ Nﬂ
Abundance #33127: Naphthalene, 1-ethyl- —t—h pol e
141.0 9.50 10.00
m/z 153.05 13.45%
5000
115.0
0150 39.0 630 89.0 ‘ R /\A‘A‘MM‘ SALAS

m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126392.D

Acqg On : 28 Dec 2021 20:52
Operator : JU/CG

Sample : M5115-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 7 Naphthalene, 1,6,7-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.169 2.10 ng 102345  Acenaphthene-di10 9.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 98
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 96
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 90

Abundance Scan 1374 (10.169 min): BF126392.D\data.ms (-1370) (1 m/z 155.10 100.00%
156.

55.1
5000 /J\ )\ M
1151 01 “oo0 1080
51.0 76.1 2041 : : .
(o} m/z 170.10 98.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 \J\\‘M/‘ N\M"‘/\'\”‘
10.00 10.50
m/z 169.10 26.04%
128.0
51.0 76.0
T, 10200 \w
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0 K M W\
: qu MWY
10.00 10.50
5000 ITI/Z 153.00 24.21%
128.0
P S w2 TS |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45532: Naphthalene, 1,4,6-trimethyl- A“‘ P ——
155.0 10.00 10.50
m/z 152.00 19.66%
5000
128.0
63.0 ‘ J\A
0 40-0‘89-°M‘ Al el LV T
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\BF122821\
Data File : BF126392.D

Acqg On : 28 Dec 2021 20:52
Operator : JU/CG

Sample : M5115-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 1-Isopropenylnaphthalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.463 2.31 ng 113034  Acenaphthene-di10 9.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 68
2 Benzene, [1-(2,4-cyclopentadien-... 168 C13H12 002320-32-3 64
3 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 62
4 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 52
5 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 46

Abundance Scan 1424 (10.463 min): BF126392.D\data.ms (-1421) (-1 m/z 168.10 100.00%
168.1

=
-

5000 A
/\ U T T T T
83. 10.50
300 63.0 118.0139.0 :
o““H“mm‘w‘umth‘p‘uNpu‘uww‘hq Bl /7 153,05 61.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43630: lIsopropeanaphthabne
53.0
5000 ' ‘ ‘

o

1390 630 fﬁo 10501260 |
| Al | Il ! 1
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43646: Benzene, [1-(2,4-cyclopentadien-1-ylidene)ethyl]
153.0
e\ M/\ SR

e
10.50
5000 m/z 165.10 38.95%
114.0
0““”“““HH‘HH‘H\!H\\“w‘u‘\"\i‘”\“‘”‘\‘”‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43631: 1,1'-Biphenyl, 3-methyl- e
168.0 10.50

m/z 152.00  33.09%

5000
0 39.0 63.0 H91‘0 115.0 141.0) M
 RERERm o

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126392.D

Acqg On : 28 Dec 2021 20:52
Operator : JU/CG

Sample : M5115-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.769 4.01 ng 136080  Phenanthrene-di10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 80
2 Heptacosane 380 C27H56 000593-49-7 72
3 Octane, 2-methyl- 128 C9H20 003221-61-2 72
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 70
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 64

Abundance Scan 1476 (10.769 min): BF126392.D\data.ms (-1472) (- m/z 57.00 100.00%

57.0
5000
P e
‘ ‘ 1131 1g31 10.50 11.00
ol bl el wjz 71.65 74.36%
m/z--> 50 100 150 200 250 300 350
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 iaatad —
10.50 11.00
113.0 m/z 43.00  55.47%
.O
O\“\\‘ 2530
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
e e
10.50 11.00
5000 ITI/Z 85.05 29.78%
oL \ \ | F ‘%410183022502670 323.0 380.
i L B e
m/z--> 50 100 150 200 250 300 350
Abundance #14531: Octane, 2-methyl- — —
43.0 10.50 11.00
m/z 41.00 17.99%
Ll 0
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126392.D

Acqg On : 28 Dec 2021 20:52
Operator : JU/CG

Sample : M5115-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 O9H-Fluorene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.969 3.58 ng 121555  Phenanthrene-di10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 78
2 9H-Fluorene, 3-methyl- 180 C14H12 002523-39-9 78
3 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 70
4 4,4'-Dimethylbiphenyl 182 C14H14 000613-33-2 60
5 9H-Fluorene, 4-methyl- 180 C14H12 001556-99-6 60

Abundance Scan 1510 (10.969 min): BF126392.D\data.ms (-1508) (1  m/z 165.05 100.00%

165.1
5000
——
55.0
1091 1370 11.00
(o} m/z 180.10 59.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55055: 9H-Fluorene, 2-methyl-
165.0
5000
11.00
89.0 m/z 182.10  55.23%
10 630‘ ‘ 1150 1390 |
O‘\\\\‘\\H\\‘\\\H\‘\“l\\‘\\\f‘\\\\“\\“\\‘\\\‘ \\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55051: 9H-Fluorene, 3-methyl-
165.0
11.00
5000 ITI/Z 167.10 52.97%
89.0
390 630 \‘ \‘\ 1150 13\9 o\\‘ H‘ m
R A m et e A ma e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55052: 9H-Fluorene, 1-methyl- T
165.0 11.00
m/z 89.00 25.59%
5000
89.0
0 390 L 630\\‘ H‘ 1150 139 0\\‘ \‘
R R I B o
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126392.D

Acqg On : 28 Dec 2021 20:52
Operator : JU/CG

Sample : M5115-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 9H-Carbazole, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.863 4.17 ng 141485  Phenanthrene-di10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Carbazole, 2-methyl- 181 C13H11N 003652-91-3 86
2 2-Fluorenamine 181 C13H11N 000153-78-6 70
3 4-Methylcarbazole 181 C13H11N 003770-48-7 64
4 3-Methylcarbazole 181 C13H11N 004630-20-0 62
5 1-Methylcarbazole 181 C13H11N 006510-65-2 62

Abundance Scan 1662 (11.863 min): BF126392.D\data.ms (-1659) (-  m/z 181.05 100.00%
181.1

=

5000
43.0 730
152.0 "0 1900
s 0 | ey
Ol i 35l b W SS90 m/z 180.10  88.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55937: 9H-Carbazole, 2-methyl-
181.0
5000 Py ‘ MA -
11.50 12.00
m/z 43.05 32.52%
152.0
o 50710 1260 0"
’HH‘\H\‘\\H‘HH‘HH‘\H\‘\H\‘\\H HH‘HH‘\H\‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55920: 2-Fluorenamine
181.0
— —
11.50 12.00
5000 m/z 73.00 29.39%

90.0

340 ) 126.0 ‘\‘\ L

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

Abundance #55931: 4-Methylcarbazole T T
181.0 11.50 12.00

m/z 60.00  27.95%

o

(o]

w

o
=
[
N
o

=

5000

290 630 910 151.0

ol rrrrrre prr kel

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126392.D

Acqg On : 28 Dec 2021 20:52
Operator : JU/CG

Sample : M5115-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.839 7.07 ng 189994  Chrysene-di2 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 1998 (13 839 min): BF126392.D\data.ms (-1994) (- m/z 57.05 100.00%

97.0
5000
149.0 . 1400
‘ ‘ ‘ ‘ 209.0 13.50 14.00
- MW“ P et m/z 55.00 93.43%
m/z--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
5000 — —
13.50 14.00
25.0 m/z 83.85 93.15%
ol M \“ | ‘\\\ J L | 670 2100 2800
mi/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
— ——
13.50 14.00
5000 m/z 97.05 91.43%
0 ]‘_Q‘d“ \“\ ‘\‘ I H\ \‘ ‘\P‘: \h ‘m . ]“8‘2‘0 ‘22‘4‘0‘ ‘2‘66‘9 -
m/z--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1 T —
83.0 13.50 14.00
43.0 m/z 43.00 83.69%
5000
25.0
NI UL R =" S e
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126392.D

Acqg On : 28 Dec 2021 20:52
Operator : JU/CG

Sample : M5115-05

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.010 15.2 ng 679563 1 6.810 896599 20.0
2-Pentanone, 4-... 5.822 4.8 ng 213985 1 6.810 896599 20.0
Benzene, 1,3-di... 7.057 2.6 ng 116077 1 6.810 896599 20.0
Naphthalene, 1,... 8.287 2.7 ng 162510 2 8.092 1198920 20.0
Naphthalene, 1,... 8.339 2.6 ng 157338 2 8.092 1198920 20.0
Naphthalene, 1,... 9.704 2.6 ng 125581 3 9.845 976743 20.0
Naphthalene, 1,... 10.169 2.1 ng 102345 3 9.845 976743 20.0
1-Isopropenylna... 10.463 2.3 ng 113034 3 9.845 976743 20.0
Pentadecane, 2,... 10.769 4.0 ng 136080 4 11.333 678922 20.0
O9H-Fluorene, 2-... 10.969 3.6 ng 121555 4 11.333 678922 20.0
9H-Carbazole, 2... 11.863 4.2 ng 141485 4 11.333 678922 20.0
Behenic alcohol 13.839 7.1 ng 189994 5 13.969 537832 20.0
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