LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130938.D

Acqg On : 02 Nov 2022 19:26
Operator : CG\JU

Sample : N5395-06

Misc :

ALS vial : 8 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130938.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.252 19 28 34 rVB 542958 700991 34.06% 4.165%
2 2.363 42 47 56 rBvV 41417 57493 2.79% 0.342%
3 4.046 328 333 338 rVvB 513288 634779 30.84% 3.772%
4 5.157 515 522 529 rBV 390355 490200 23.82% 2.913%
5 5.546 580 588 591 rBV 2097664 2018980 98.10% 11.996%
6 6.546 752 758 761 rBV 1898763 2004432 97.39% 11.910%
7 6.745 789 792 796 rBV2 47422 49450  2.40% 0.294%
8 6.922 818 822 825 rBV 585295 465327 22.61% 2.765%
9 7.316 885 889 898 rvB 330504 295644 14.36% 1.757%
10 7.487 913 918 921 rBV 1371074 1268816 61.65% 7.539%
11  7.922 987 992 1001 rBV3 49910 84163 4.09% ©0.500%
12 8.110 1020 1024 1034 rBV 182407 319715 15.53% 1.900%
13 8.210 1037 1041 1043 rVW 633608 632870 30.75% 3.760%
14  8.228 1043 1044 1047 rVB 207557 119270 5.80% ©.709%
15 8.845 1144 1149 1153 rVB 26054 25476 1.24% 0.151%
16 8.922 1158 1162 1165 rBV 55492 43963 2.14% 0.261%
17 9.022 1175 1179 1182 rVB 32902 27556 1.34% 0.164%
18 9.104 1186 1193 1198 rBV2 29259 38815 1.89% 0.231%
19 9.287 1218 1224 1227 rBV 2462159 2058120 100.00% 12.229%
20 9.357 1233 1236 1239 rBvV2 27882 25097 1.22% 0.149%
21  9.392 1239 1242 1245 rVB2 44559 40118 1.95% ©.238%
22 9.675 1287 1290 1293 rBV3 41067 39888 1.94% 0.237%
23 9.828 1313 1316 1319 rBV 33100 30054 1.46% 0.179%
24  9.875 1319 1324 1328 rVW4 17857 32422 1.58% ©.193%
25 9.969 1336 1340 1343 rVB 728558 600887 29.20% 3.570%
26 10.163 1369 1373 1377 rBV3 57218 55623 2.70% ©.330%
27 10.610 1445 1449 1452 rBV 33900 33615 1.63% ©.200%
28 10.757 1470 1474 1477 rBV 1325090 1132992 55.05% 6.732%
29 10.875 1490 1494 1498 rBV 65863 73402 3.57% 0.436%
30 11.345 1570 1574 1578 rVB2 39954 45683 2.22% 0.271%
31 11.457 1590 1593 1596 rBV 571133 520274 25.28% 3.091%
32 11.480 1596 1597 1601 rVV 77038 53524 2.60% 0.318%
33 11.528 1602 1605 1609 rVB2 21251 25351 1.23% ©0.151%
34 11.845 1656 1659 1662 rVB 48760 35623 1.73% 0.212%
35 11.975 1676 1681 1687 rBV3 35126 61313 2.98% 0.364%
36 12.063 1694 1696 1700 rBv4 20122 28868 1.40% 0.172%
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\

Data File : BF130938.D

Acqg On : 02 Nov 2022 19:26

Operator : CG\JU

Sample : N5395-06

Misc

ALS vial : 8 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

LSC Area Percent Report

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.104 1700 1703 1705 rVB2 28842 24687 1.20% 0.147%
38 12.204 1717 1720 1725 rVB5 27279 29289 1.42% 0.174%
39 12.316 1736 1739 1745 rVB4 44831 40650 1.98% 0.242%
40 12.675 1797 1800 1803 rVB 108837 88246 4.29% ©.524%
41 12.716 1804 1807 1811 rVB2 36774 31442 1.53% 0.187%
42 12.904 1834 1839 1843 rBV 86881 94828 4.61% ©.563%
43 13.051 1860 1864 1867 rVB 1521573 1265213 61.47% 7.517%
44 13.186 1884 1887 1889 rBvV 52937 41643 2.02% 0.247%
45 14.110 2040 2044 2046 rBV 385806 374895 18.22% 2.228%
46 14.133 2046 2048 2050 rVB 48641 37660 1.83% 0.224%
47 14.574 2120 2123 2125 rBv2 23524 25768 1.25% 0.153%
48 15.168 2221 2224 2228 rBvV 42006 63929 3.11% ©0.380%
49 15.486 2276 2278 2284 rVB 38295 46750 2.27% ©.278%
50 15.551 2286 2289 2296 rVB 42877 53462 2.60% 0.318%
51 15.621 2296 2301 2305 rBvV 326285 414154 20.12% 2.461%
52 17.139 2557 2559 2565 rVB2 16565 26848 1.30% 0.160%
Sum of corrected areas: 16830258
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130938.D

Acq On : 02 Nov 2022 19:26
Operator : CG\JU

Sample : N5395-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF130938.D\data.ms
5.546
2000000 6.546
1500000 7.487
1000000
00000 2252 4.046 e
5
5.157 7.316
.363 6.745
O ‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T \\‘\\\\‘\\\\‘\\\\‘\\\
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: BF130938.D\data.ms
9.287
2000000
13.051
1500000 10.757
1000000
9.969
500000
8.18@28 6. 90
7.922 8 519.262204 m 3 10.163 10 61 0.875 ggg 11. ammzm ijgﬁ@ 3.186
O — L e T —
Time--> 8.00 8.50 9 00 10 OO 10 50 11.00 11. 50 12 00 12 50 13 00
Abundance TIC: BF130938.D\data.ms
2000000
1500000
1000000
500000 14.110 15.621
141133 14574 15.168 1588851 17.139
O 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 \\A\‘—\/\\_“\/\\T_h\,’rvs‘/\_\h’\“\/\ﬁ*’\“\‘—\‘ﬁﬂ
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\BF110222\
Data File : BF130938.D

Acq On : 02 Nov 2022 19:26
Operator : CG\JU

Sample : N5395-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.252  30.13 ng 700991 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 28 (2.252 min): BF130938.D\data.ms (-19) (-) m/z 73.10 100.00%
73.1
5000 43.0 /\
A
‘ J 881 220 240 2.60
Ol WL BB L 88 h/z a3.e5  47.58%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B B B
43.0 220 240 2.60
‘ m/z 55.05 30.86%
270 8%0
O\‘\\\\‘\‘\\“\\\f‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 0 80 100 120
Abundance #15764 2 2,4- Tr|methyl -3-pentanol
73.0
T
220 240 2.60
5000 55.0 m/z 87.10 26.34%
39
R | | L 50, 11201200
miz--> 0 20 40 60 80 100 120
Abundance #2245: Silane, tetramethyl- T
73.0 220 240 2.60
m/z 41.05 14.80%
5000
43.0
i e e Ao S
m/z--> 0 20 40 60 80 100 120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130938.D

Acq On : 02 Nov 2022 19:26
Operator : CG\JU

Sample : N5395-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Propane, 1,1-dimethoxy- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.363 2.47 ng 57493 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 64
2 Methane, trimethoxy- 106 C4H1003 000149-73-5 28
3 1,3-Dioxolane, 2-ethyl- 102 C5H1002 002568-96-9 9
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance  Scan 47 (2.363 min): BF130938.D\data.ms (-42) (-) m/z 75.10 100.00%

75.1
220 240 260 280
57.1 : : : :
Oyl Sl 1031 9310 72.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 90 450 L L L L B
2.20 240 2.60 2.80
m/z 45.00  48.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5613: Methane, trimethoxy-
75.0 jL

R
2.20 240 2.60 2.80

5000 m/z 41.10 37.67%

31.0 470
15.0
b Loyl se0 | 105.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4806: 1,3-Dioxolane, 2-ethyl-
73.0 220 240 2.60 2.80
m/z 47.10  30.50%
5000
45.0
29.0 57.0
omWH,H:‘\“um“lhH‘m‘:_m“Mwmwmlﬂ%lqwu wod sl Ao
m/z--> 10 20 30 40 50 60 70 80 90 100 110 220 240 260 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130938.D

Acq On : 02 Nov 2022 19:26
Operator : CG\JU

Sample : N5395-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.157 21.07 ng 490200 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 522 (5.157 min): BF130938.D\data.ms (-515) (-) m/z 43.00 100.00%
3.0
59.0
5000
1011 T T T T[T T T[T T[T rr T
4.80 5.00 5.20 5.40
oyl 830 ;
o m/z 59.00 57.58%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L LA LA LA BN B
4.80 5.00 5.20 5.40
101.0 m/z 101.10  17.69%
270 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
T T
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10  13.99%
H ‘ 87.0
om‘zﬁ‘iHHH“U‘;‘“uW‘Hu_mw”,”
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.54%
5000 41.0
o L @00 L
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130938.D

Acq On : 02 Nov 2022 19:26
Operator : CG\JU

Sample : N5395-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Mesitylene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.745 2.13 ng 49450 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 70
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 70
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 70
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 60
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 58
Abundance Scan 792 (6.745 min): BF130938.D\data.ms (-789) (-) m/z 105.10 100.00%
105.1
57.1
5000 M
P MAAQA
85.1
6.40 6.60 6.80 7.00
0 ““!‘ A ‘1“, ! u“‘lw““ J‘u | el ﬁll “1“1‘2{1“ m/z 57.10 66.39%
miz--> 20 40 60 80 100 120 140
Abundance #10691: Mesitylene
105.0
5000
6.40 6.60 6.80 7.00
m/z 43.10 64.49%
77.0
O\ \1\5\.0‘ \‘\ \:3\9“"? \‘\‘5\9’.‘0\‘\ T \m‘ T \‘\ T ‘H‘\ \]‘:%[‘J-\.O\ T ‘ L
miz—-> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
R ERaE e RNEs N
6.40 6.60 6.80 7.00
5000 m/z 120.10 38.33%
39.0 77.0
T .M . -
miz--> 20 40 60 80 100 120 140 )\ A [\
Abundance #10716: Benzene, 1,2,4-trimethyl- ‘m‘ﬂ“A‘u““ﬁ“‘u‘,ﬁ
105.0 6.40 6.60 6.80 7.00
m/z 41.05 30.52%
5000
39.0 77.0
15.0 121.0
) u‘i“ “\}‘5‘8‘-’9“‘ : ““‘ S P s L Aamme
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130938.D

Acq On : 02 Nov 2022 19:26

Operator : CG\JU

Sample : N5395-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Octanoic acid Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
7.922 2.66 ng 84163  Naphthalene-d8 8.210
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 80
2 Hexanoic acid 116 C6H1202 000142-62-1 50
3 Propanedioic acid, propyl- 146 Ce6H1004 000616-62-6 43
4 Heptanoic acid 130 C7H1402 000111-14-8 38
5 Pentanoic acid 102 C5H1002 000109-52-4 38

Abundance Scan 992 (7.922 min): BF130938.D\data.ms (-987) (-) m/z 60.00 100.00%
60.0
5000 41.0 k
g5.1 101.0 T TR
‘ I | ‘ 1230 7.60 7.80 8.00 8.20
ol uM‘ rlll e L 230 7318 59.49%
miz--> 20 40 60 80 100 120 140
Abundance #24056: Octanoic acid
60.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\’
43.0 7.60 7.80 8.00 8.20
101.0 m/z 41.05 50.92%
27.0 85.0 ‘
O \\\‘\H\\‘i‘\‘\\““‘ \\\\“‘\H‘\\\‘\\\‘\‘172\9\0\145\0
miz--> 40 60 100 120 140
Abundance #9148.Hexanou:add
60.0
ST T
7.60 7.80 8.00 8.20
5000 41.0 m/z 43.10 50.00%
‘H 87.0
om_m_m T
miz-> 60 80 100 120 140
Abundance #25222.Propanedbk:add,propyk  RRRRRE e
44.0 60.0 7.60 7.80 8.00 8.20
m/z 55.00 37.91%
5000
27.0 ‘
RIS T L 2 B VYOO 0. WO
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130938.D

Acq On : 02 Nov 2022 19:26

Operator : CG\JU

Sample : N5395-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
8.110 10.10 ng 319715 Naphthalene-d8 8.210
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
Abundance Scan 1024 (8.110 min): BF130938.D\data.ms (-1020) (-) m/z 45.10 100.00%
4I:
5000 A\x\
rp e T e
| 75‘0 1001 1391 7.80 8.00 8.20 8.40
om‘_Hm,“lummmlh_m;m”_m_” m/z 57.05  95.43%
miz--> 20 40 60 80 100 120 140
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 290 IBEBEREERERENEEERERREEE
7.80 8.00 8.20 8.40
‘ 75.0 m/z 41.05 37.69%
100.0
04 \1\34\0“ \‘\“\‘ T "‘H‘\ T ‘!‘MH\ T ‘M\‘ T \“1‘ TT “ T T \1\312.\0‘ T
miz--> 20 40 60 80 100 120 140
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
PR T T
7.80 8.00 8.20 8.40
5000 m/z 75.00 14.97%
41.0
75.0
“‘1‘8“0‘\“& Al el 11000
m/z--> 20 40 60 80 100 120 140
Abundance #15680: Di-sec-Butyl ether R AR mamaE R
45.0 7.80 8.00 8.20 8.40
m/z 56.05 14.16%
5000 101.0
29.0
83.0
0 L, . ,.67.00 | 130.0
H“‘“","‘““““““““““““‘
m/z--> 20 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130938.D

Acq On : 02 Nov 2022 19:26
Operator : CG\JU

Sample : N5395-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Pentadecane, 2,6,10-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.875 2.82 ng 73402  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 83
3 Tridecane, 5-propyl- 226 CleH34 055045-11-9 80
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
5 Dodecane, 2-methyl-8-propyl- 226 CleH34 055045-07-3 80

Abundance Scan 1494 (10.875 min): BF130938.D\data.ms (-1490) (- m/z 57.05 100.00%
57.0
e KNM&AW”#MAN«NAWMMMA
85.1
- e
113.1
| | H‘ H 140.9 18\"3 2 10.50 11.00 )
bbbl b m/z 71.05  68.50%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 s =
10.50 11.00
00l | B30 m/z 43.10  64.85%
113.0
0 [a ) “ [ | 1410 183.0211.0239.0
H\‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘\H\‘\H\‘\H\’\H\’HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
P P
10.50 11.00
5000 m/z 41.05 33.20%
85.0
113.0 169.0
o O A L] e | aemo  gerg
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107223: Tridecane, 5-propyl- “ —
57.0 10.50 11.00
m/z 85.10 26.36%
5000
85.0
0 Pouto 1830 zpo ol wnt
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130938.D

Acq On : 02 Nov 2022 19:26
Operator : CG\JU

Sample : N5395-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Pentadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.975 2.36 ng 61313 Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 64
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 58
3 Undecanoic acid 186 C11H2202 000112-37-8 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 1681 (11.975 min): BF130938.D\data.ms (-1676) (- m/z 73.00 100.00%
43.0 73.0
5000
128.9 2132
‘ H 1p2. 171.0 256.. 12.00
Y — m/z 43.00 99.05%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #126202: Pentadecanoic acid
43.0 73.0
5000 izbd
242.0 .
129.0 m/z 60.00  88.40%
199.0
AL ke || amo
O\H‘HHMHH\H\H\\‘H\H‘H‘Hw"\H\H‘HH“H‘H‘\‘\H‘HH‘HH“HH‘\
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #109281: Tetradecanoic acid
73.0
430 hA Al
' 12. 00
5000 m/z 55.10 80.93%
129.0
185.0 228.0
0?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60690: Undecanoic acid 7
60.0 12.00
m/z 57.00 69.10%
5000 29.0
129.0
87.0
I ‘\ | ‘ ‘15701860
(). w‘WMHm_‘H‘H“_‘J‘H‘WJH‘_‘H‘H‘W‘H‘_ ——
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130938.D

Acq On : 02 Nov 2022 19:26
Operator : CG\JU

Sample : N5395-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Retene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.186 2.22 ng 41643  Chrysene-d12 14.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Retene 234 C18H18 000483-65-8 99
2 2-Isopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 93
3 1,4-Di-(4"'-methylphenyl)buta-1,3... 234 C18H18 1000202-17-5 86
4 Phenanthrene, 3,4,5,6-tetramethyl- 234 C18H18 007343-06-8 76
5 2,5-Diphenyl-2,4-hexadiene 234 C18H18 016819-47-9 74
Abundance Scan 1887 (13.186 min): BF130938.D\data.ms (-1884) (- m/z 219.10 100.00%
219.1
188.9 e bt
13.00 13.50
63.0 151.0 ‘ .
Olprrrrprrmbres i M‘m‘ etk mu“‘ Dol 25112810 o34 10 54.79%
m/z--> 20 40 60 80 100120140160180 200 220240260280
Abundance #116390: Retene
219.0
5000 ‘ K Auligha o
13.00 13.50
m/z 204.00 37.10%
102.0 189. T /
O ‘HH‘H\\‘\\4\9\‘\‘\‘”\}‘\\“\\\\‘]_\5\\2\‘\‘\\}“‘H‘Hl\“\‘\\hh \H“\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #116403: 2-Isopropyl-10-methylphenanthrene
219.0
13.00 13.50
5000 m/z 203.05 29.05%
0270 60 1920 120 199 ||
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #116411: 1,4-Di-(4'-methylphenyl)buta-1,3-diene S
219.0 13 00 13.50
m/z 202.00  22.42%
5000
105.0
142.0
) 390 770 189. H
e —
m/z--> 20 40 60 80 100120140160180200220240260280 13 00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130938.D

Acq On : 02 Nov 2022 19:26
Operator : CG\JU

Sample : N5395-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.486 2.26 ng 46750  Perylene-d12 15.621
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
2 Benzo[e]pyrene 252 C20H12 000192-97-2 83
3 Benzo[a]pyrene 252 C20H12 000050-32-8 81
4 Perylene 252 C20H12 000198-55-0 76
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 76
Abundance Scan 2278 (15.486 min): BF130938.D\data.ms (-2276) (- m/z 252.10 100.00%
252.1
5000
=
43.0 126.0 15.50
ol Hm\ ‘ i u\‘\‘\\“\‘ -t “‘lg%wqw bl ‘\uﬂ b ‘\2\‘8‘\?‘1‘3‘26‘1“ - m/z 250.10 27.10%
m/z--> 50 100 150 200 250 300 350
Abundance #138563: Benzo[K]fluoranthene
252.0
5000
15.50
126.0 m/z 253.10 19.73%
T ‘ L ‘ T T T ’ L ‘ T \ \ T L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
T ‘ T T N'
15.50
5000 m/z 43.05 13.06%
125.0
0390 830 | 2000 |
e
m/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene T
252.0 15.50
m/z 251.05 12.78%
5000
126.0
0,500 870 | | 16302000 | ity it
e Py e iy e
m/z--> 50 100 150 200 250 300 350 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130938.D

Acqg On : 02 Nov 2022 19:26
Operator : CG\JU

Sample : N5395-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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... 2.252 30.1 ng 700991 1 6.922 465327 20.0
Propane, 1,1-di... 2.363 2.5 ng 57493 1 6.922 465327 20.0
2-Pentanone, 4-... 5.157 21.1 ng 490200 1 6.922 465327 20.0
Mesitylene 6.745 2.1 ng 49450 1 6.922 465327 20.0
Octanoic acid 7.922 2.7 ng 84163 2 8.210 632870 20.0
Ethanol, 2-(2-b... 8.110 10.1 ng 319715 2 8.210 632870 20.0
Pentadecane, 2,... 10.875 2.8 ng 73402 4 11.457 520274 20.0
Pentadecanoic acid 11.975 2.4 ng 61313 4 11.457 520274 20.0
Retene 13.186 2.2 ng 41643 5 14.110 374895 20.0
Benzo[e]pyrene 15.486 2.3 ng 46750 6 15.621 414154 20.0
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