LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17
Operator : CG\JU

Sample : 03570-03 2X

Misc :

ALS Vvial : 18 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134233.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 3 11 16 rVB 3447273 5328184 100.00% 22.890%
2 2.228 20 24 34 rVB 48731 71340 1.34% 0.306%
3 4.181 354 356 365 rBV5 45642 101094 1.90% 0.434%
4 5.475 572 576 586 rBV 989679 936849 17.58% 4.025%
5 5.651 603 606 617 rVB2 477969 489060 9.18% 2.101%
6 6.098 679 682 688 rBV 558771 541377 10.16%  2.326%
7 6.481 743 747 760 rBV 1092007 950914 17.85% 4.085%
8 6.845 805 809 815 rBV 722639 569135 10.68%  2.445%
9 6.945 821 826 832 rBV 111983 120521 2.26% 0.518%
10 6.998 832 835 845 rVB 541111 497879 9.34% 2.139%
11  7.404 901 904 907 rBV 693200 546916 10.26%  2.350%
12 8.104 1020 1023 1024 rBV 62831 59165 1.11% 0.254%
13 8.122 1024 1026 1029 rW 770300 646030 12.12% 2.775%
14 8.710 1123 1126 1130 rBV 86733 79732 1.50% 0.343%
15 8.839 1145 1148 1151 rVB 68977 54819 1.03% 0.235%
16 8.939 1161 1165 1168 rBV2 68734 80786 1.52% 0.347%
17 9.198 1206 1209 1214 rBV 1069463 858826 16.12% 3.689%
18 9.281 1219 1223 1225 rBV 63426 58892 1.11% 0.253%
19 9.469 1248 1255 1258 rBV3 46770 70476 1.32% 0.303%
20 9.539 1264 1267 1269 rBV 66412 59060 1.11% 0.254%
21  9.745 1299 1302 1306 rBV 123991 114150 2.14% 0.490%
22 9.880 1322 1325 1329 rWV 689191 602271 11.30% 2.587%
23 9.916 1329 1331 1334 rVB 83874 61016 1.15% 0.262%
24 10.086 1358 1360 1364 rVB2 73827 73347 1.38% 0.315%
25 10.198 1376 1379 1383 rBV2 42470 65375 1.23% 0.281%
26 10.310 1396 1398 1401 rVB 82244 61454 1.15% 0.264%
27 10.433 1416 1419 1426 rBV 155201 142914 2.68% 0.614%
28 10.533 1432 1436 1440 rVB3 37869 63630 1.19% 0.273%
29 10.598 1443 1447 1454 rVB2 136681 142860 2.68% 0.614%
30 10.675 1457 1460 1465 rBV 623771 519219 9.74% 2.231%
31 10.786 1476 1479 1487 rVB2 105523 165917 3.11% 0.713%
32 10.980 1508 1512 1515 rBv2 47836 61876 1.16% 0.266%
33 11.239 1553 1556 1558 rBV 85182 68375 1.28% 0.294%
34 11.275 1558 1562 1567 rVB3 115209 137782  2.59% 0.592%
35 11.380 1576 1580 1582 rBV 685480 627838 11.78% 2.697%

36 11.404 1582 1584 1590 rVV 983129 782234 14.68%  3.360%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17
Operator : CG\JU

Sample : 03570-03 2X

Misc :

ALS Vvial : 18 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.457 1590 1593 1596 rVV 227524 197617 3.71% 0.849%
38 11.616 1617 1620 1624 rBV2 72741 79723 1.50% 0.342%
39 11.669 1626 1629 1634 rVV2 103077 98416 1.85% 0.423%
40 11.710 1634 1636 1642 rVB2 48510 56096 1.05% 0.241%
41 11.833 1654 1657 1662 rBVv6e 33391 54486 1.02% 0.234%
42 11.886 1662 1666 1668 rvV 142559 161733 3.04% 0.695%
43 11.910 1668 1670 1676 rVV2 384984 376878 7.07% 1.619%
44 11.963 1676 1679 1681 rVV 73963 76249 1.43% 0.328%
45 11.998 1681 1685 1687 rVV 243199 275461 5.17% 1.183%
46 12.016 1687 1688 1691 rVB 99087 81192 1.52% 0.349%
47 12.080 1696 1699 1703 rVB 76750 65767 1.23% 0.283%
48 12.180 1713 1716 1719 rBV 90776 78241 1.47% 0.336%
49 12.439 1757 1760 1762 rBV 84600 84511 1.59% 0.363%
50 12.474 1762 1766 1772 rVB4 118216 188918 3.55% 0.812%
51 12.527 1772 1775 1779 rBV2 60530 78868 1.48% 0.339%
52 12.604 1784 1788 1790 rBV 1151745 986940 18.52% 4.240%
53 12.622 1790 1791 1797 rVB2 151966 156798 2.94% 0.674%
54 12.698 1802 1804 1809 rvv2 67097 69963 1.31% 0.301%
55 12.833 1821 1827 1833 rBV 1016994 1089833 20.45% 4.682%
56 12.974 1848 1851 1854 rBV 851035 674440 12.66% 2.897%
57 13.163 1881 1883 1886 rVB 158014 136801 2.57% ©0.588%
58 13.233 1892 1895 1897 rVB 89798 76248 1.43% 0.328%
59 13.269 1899 1901 1904 rVB2 93020 77651 1.46% 0.334%
60 13.392 1920 1922 1925 rBV 59608 59849 1.12% 0.257%
61 14.039 2028 2032 2035 rBv2 551133 776456 14.57%  3.336%
62 14.068 2035 2037 2042 rVB 314568 271384 5.09% 1.166%
63 14.904 2176 2179 2183 rVB 186926 194043 3.64% 0.834%
64 15.110 2211 2214 2221 rVB 221752 398261 7.47% 1.711%
65 15.486 2275 2278 2283 rBV 199456 252154  4.73% 1.083%

66 15.557 2286 2290 2293 rBV 228914 291520 5.47% 1.252%

Sum of corrected areas: 23277810
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 12 Jul 2023 02:17
¢ CG\JU
: 03570-03 2X

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
BF134233.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF134233.D\data.ms

152

5475 6.481

6.845
6.998

7.404

5.651 6.098

.945

.228 4.181

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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF134233.D\data.ms

0
Time-->

~ N
T T T T T T

10.00 10.50 11.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF134233.D\data.ms

14.039
141068

14.90%0-110  152&57

Time-->

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
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\BF071123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17
Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Furan, tetrahydro-2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
2.228 2.51 ng 71340 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 64
2 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-4 64
3 Butane, 2-bromo-2-methyl- 150 C5H11Br 000507-36-8 59
4 3-Penten-2-ol 86 C5H100 001569-50-2 59
5 1-Propene, 3-methoxy-2-methyl- 86 C5H100 022418-49-1 59
Abundance  Scan 24 (2.228 min): BF134233.D\data.ms (-20) (-) m/z 71.00 100.00%
43.0 71.0
5000
‘ 220 240 260
7.0 86.0

0‘H‘HH‘HH‘Hmﬁ“HVfwﬁudqlu‘wﬂ‘pm‘_‘uw‘uw‘uw m/z 42.95 84.82%

m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #2022: Furan, tetrahydro-2-methyl-
43.0 71.0

5000 e =
27.0 220 240 2.60

m/z 41.05 45.88%

‘ j( 86.0
\H]‘-\\‘H‘HH“\H}l\1H‘\5\‘\\.(‘)\\H‘}\H‘\\!\‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120

o

Abundance

71.0
43.0

220 240 260

5000 ITI/Z 39.05 33.67%
27.0
57.0 86.0
o WS AT S OO, B Pt
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #27892: Butane, 2-bromo-2-methyl- e
43.0 71.0 220 240 260

m/z 44.95  27.80%

5000
27.0

L) mo |
Ol et h‘whu“u‘_‘u‘H‘W‘H‘_‘H‘H‘W‘H‘_

i
m/z--> 10 20 30 40 50 60 70 80 90 100110120 2.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17

Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: 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 3 Formamide, N,N-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
4.181 3.55 ng 101094 1,4-Dichlorobenzene-d4 6.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 86
2 Glycinamide, N(2)-methyl- 88 C3H8N20 1000452-55-9 56
3 2-Pentanamine 87 C5H13N 063493-28-7 37
4 1,2-Ethanediamine, N-(2-aminoeth... 183 C4H13N3 000111-40-0 9
5 2-Butanamine, (S)- 73 C4H11N 000513-49-5 9
Abundance Scan 356 (4.181 min): BF134233.D\data.ms (-354) (-) m/z 44.00 100.00%
44.0 73.1
5000
P TTR
57.9 857 970 3.80 4.00 4.20 4.40 4.60
o"‘_"""H_"‘Wu"Hw\"WHHM‘W‘:W m/z 73.10  97.22%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #848: Formamide, N,N-dimethyl-
44.0 73.0
5000 U L B R
150 28.0 3.80 4.00 4.20 4.40 4.60
m/z 42.10 46.72%
‘ ‘ 58.0
O\\\‘\‘1\\‘\\\‘\‘\\\\‘“\“\\‘\\\1‘\\\\‘1}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
44.0 TR VWV M
3.80 4.00 4.20 4.40 4.60
5000 m/z 43.00 11.87%
28.0 58.0
0 15.0 : 88.0
e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2136 2-Pentanamine R aamE e RARREY
44.0 3.80 4.00 4.20 4.40 4.60
m/z 41.10 9.67%
5000
30.0 "0
e T o L R
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17
Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2-Methylene cyclopentanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.651 17.19 ng 489060 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylene cyclopentanol 98 C6H100 020461-31-8 93
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 81
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 42
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 42
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 38
Abundance Scan 606 (5.651 min): BF134233.D\data.ms (-603) (-) m/z 70.00 100.00%

70.0
5000 83.1
39.0 55.0 97.1

“ ‘ ‘ 5.40 5.60 5.80 6.00
H‘HH_WWH‘JH‘U!H sl Ll myz 83,10 46.35%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3634: 2-Methylene cyclopentanol
70.0
41.0 55.0 83.0
5000 97.0

5.40 5.60 5.80 6.00
27.0 m/z 55.00  38.53%

‘ ‘ | \\\ ‘ L | ‘\\ | ‘
TT ‘ LI ‘ TT \ \ ‘ TT \ \ ’ T \ TT ‘ TTT \ ‘ TT \ \ TTTT ‘ TTTT ‘ TTTT ‘ LI ‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
70.0

5.40 5.60 5.80 6.00

o

o

5000 410 g5 83.0 m/z 39.80  38.46%
98.0
o RMSESBNUSSMSS e 1117 OB M TG |
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis- A
56.0 0 5.40 5.60 5.80 6.00
41.0 ' m/z 41.85 36.23%
5000
27.0 83.0
S T | O O O
oH_‘H_m:_H“,“mih‘!”_m TR N A A
m/z--> 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17

Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 5 2-Cyclohexen-1-one Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.098 19.02 ng 541377 1,4-Dichlorobenzene-d4 6.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 94
2 3-Butyn-2-amine, 2-methyl- 83 CS5HON 002978-58-7 42
3 1H-Pyrazole 68 C3H4N2 000288-13-1 36
4 7-Oxabicyclo[2.2.1]hept-5-en-2-one 110 C6H602 095530-78-2 36
5 But-1-ene-3-yne, 1l-ethoxy- 96 C6H80 002806-41-9 14
Abundance Scan 682 (6.098 min): BF134233.D\data.ms (-679) (-) m/z 68.00 100.00%
68.0
5000
39.0 96'0 \\\‘\\\\’\\\\‘\\\\‘\\\\
‘ 53.0 5.80 6.00 6.20 6.40
Obrrpreer el el 821 L1261 o 39,00 30.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3150: 2-Cyclohexen-1-one
68.0
5000 \H‘HH’HH‘HH‘\/\\W
39.0 5.80 6.00 6.20 6.40
96.0 m/z 96.85  25.62%
015.053.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
68.0
420 5.80 6.00 6.20 6.40
5000 ’ m/z 40.10 22.43%
83.0
O+t el et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #467: 1H-Pyrazole
68.0 5.80 6.00 6.20 6.40
m/z 42.00 11.10%
41.0
5000
27,0 ‘ jL
0\\‘uu‘HWM1‘\‘1\”‘uu‘u\‘“uu‘uu‘uu‘uu‘uu‘uu‘m JL\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17

Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: 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 6 unknown6.945 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
6.945 4.24 ng 120521 1,4-Dichlorobenzene-d4 6.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Pentadiene 68 C5H8 000591-93-5 49
2 7-Oxabicyclo[4.1.0]heptan-2-0l 114 C6H1002 001192-78-5 43
3 4-Penten-1-o0l 86 C5H100 000821-09-0 37
4 Methacrolein 70 C4H60 000078-85-3 35
5 Cyclopropane, 1,1'-methylenebis- 96 C7H12 005685-47-2 32
Abundance Scan 826 (6.945 min): BF134233.D\data.ms (-821) (-) m/z 57.00 100.00%
57.0 68.1
5000 39.0
e A
H‘ ‘ ‘\ 850 96.0 6.60 6.80 7.00 7.20
o“‘H“‘H“_“w“‘qh‘ww‘ﬂ et e m/z 68.10  92.95%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #512: 1,4-Pentadiene
67.0 ﬂww
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
39.0 530 6.60 6.80 7.00 7.20
m/z 70.10 84.58%
27.0 ‘
0\\‘\\\\‘\\\‘\‘\\\\1!\\\“}\\\‘”\1‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
57.0 70.0
T
29.0 6.60 6.80 7.00 7.20
5000 41.0 m/z 66.95 70.29%
15.0 81.0 96.0
L N R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1943: 4-Penten-1-ol
67,0 6.60 6.80 7.00 7.20
m/z 39.00 39.50%
41.0
5000
0“‘H“‘H“i i M“ 1!1 R e e A e
m/z--> 10 20 30 40 5 6 70 80 90 100 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17
Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2-Chlorocyclohexanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.998 17.50 ng 497879  1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 93
2 3-Furanol, tetrahydro- 88 C4H802 000453-20-3 43
3 Cyclohexanol, 4-chloro-, trans- 134 C6H11Cl10 029538-77-0 27
4 Cyclohexanol, 2-chloro-, trans- 134 C6H11Cl0 006628-80-4 25
5 Butanoic acid, 2-hydroxy-3,3-dim... 132 C6H1203 004026-20-4 10
Abundance Scan 835 (6.998 m|n) BF134233.D\data.ms (-832) (-) m/z 57.00 100.00%
57.0
5000 Ak

41.0 80.1 R Rt

H | ‘ M 81 1361 1340 6.60 6.80 7.00 7.20 7.40

o‘m‘mw”m“‘ “Wm R e L m/z 80.10  22.78%

m/z--> 20 100 120 140

Abundance #17287: Z—Chlorocyclohexanol

57.0
5000 ‘\\\\‘/\\\\\‘\\\\‘\\\\/’L\\
6.60 6.80 7.00 7.20 7.40
41.0 80.0 m/z 41.05 21.87%
\\\\‘\\\\‘\\\‘\\ \\\‘\\\\’\\\\‘\
m/z--> 60 80 100 120 140
Abundance
57.0
R R
6.60 6.80 7.00 7.20 7.40
5000 310 m/z 70.05 19.10%
150 Lo B9
o L L
miz--> 20 40 60 80 100 120 140
Abundance #17296: Cyclohexanol, 4-chloro-, trans- kﬂp“‘““‘_“‘_“‘W‘
57.0 6.60 6.80 7.00 7.20 7.40
m/z 39.00 17.57%
5000
80.0 98.0
o"1‘550‘“;““““"u“;“‘mw,”u““_‘1‘1?',0”1?"4'9‘
m/z--> 20 60 80 100 120 140 6.60 6.80 7.00 7.20 7.40

8270-BF062623.M Wed Jul 12 ©5:39:13 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17
Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Benzophenone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.598 4.74 ng 142860  Acenaphthene-di10 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 2-(2-0xo0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 53
3 2-Benzoyl-4-bromo-5-methyl-1,2-o0... 281 C11H8BrNO3 1000444-92-3 47
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1447 (10.598 min): BF134233.D\data.ms (-1443) (- m/z 105.10 100.00%
105.1
182.1
5000
51.0
= F
10.50 11.00
152.1
ol 4 T ) 2192 m/z 77.00  63.10%
miz--> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 e, =
10.50 11.00
510 m/z 182.10  57.50%
152.0
O T T ‘\ T } T \hh\ T “\ T T T “ T T \H T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
105.0
WV S .
10.50 11.00
5000 m/z 50.95 29.76%
51.0
0 154.0184'0
T
m/iz--> 50 100 150 200 250
Abundance #173929: 2-Benzoyl-4-bromo-5-methyl-1,2-oxazol-3-one e =
105.0 10.50 11.00
m/z 181.10  14.55%
5000
51.0
N N S T 7 2 Y4 (O o O o
m/z--> 50 100 150 200 250 10.50 11.00

8270-BF062623.M Wed Jul 12 ©5:39:15 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17
Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.786 5.29 ng 165917  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 80
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Tridecane 184 C13H28 000629-50-5 74
5 Decane, 3-methyl- 156 C11H24 013151-34-3 74
Abundance Scan 1479 (10.786 min): BF134233.D\data.ms (-1476) (- m/z 57.10 100.00%
57.1
w0 M
1050  11.00
99.0 195.1 . .
155.1 : :
bbb 223 10,2382 S8LE s 43.05  86.88%
miz-> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 —r —
10.50 11.00
m/z 71.05 55.44%
99.0
O 1Ll H\ Il H‘ 1 :\1_4\10 1830 2680
T ‘ 1T T ‘ T L ‘ T T T ‘ L L ‘ T L ‘ L L
miz--> 50 100 150 200 250 300
Abundance
57.0
—— —
10.50 11.00
5000 m/z 41.10 41.40%
99.0 1550
0 197.0
e e e
miz--> 50 100 150 200 250 300
Abundance #176386: Eicosane T
57.0 10.50 11.00
m/z 85.05 39.67%
h ﬂumwﬂﬂwthumJMvawM
99.0
0 J , | 4 1410 183.0 2250 2820
e e e — ——
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BF062623.M Wed Jul 12 ©5:39:16 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17

Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: 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 10 Dibenzothiophene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.275 4.39 ng 137782  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 94
2 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 94
3 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 90
4 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 87
5 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 87

Abundance Scan 1562 (11.275 min): BF134233.D\data.ms (-1558) (- m/z 184.05 100.00%
184.1
139.0 e —
57.0
| 85.1 113.1 ‘ | 2132 2481 11.00 11.50
Obrretrepreche ot b bl 2132 24810 7 139 00 20.57%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #58968: Dibenzothiophene
184.0
5000 el —
11.00 11.50
139.0 m/z 185.10  14.45%
0 39'0 63{0 \92‘0 \‘\
\H\‘HH“H‘\”\‘\‘\”H‘\H‘\‘Hu‘iu‘\\“HH“ T T T T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
184.0
T —
11.00 11.50
5000 m/z 57.05 14.02%
139.0
92.0
39.0 63.0
e B RS
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #58972: Naphtho[2,1-b]thiophene T —
184.0 11.00 11.50
m/z 71.10 12.31%
5000
139.0
92.0
0L 400 660 "1 -
e e e e e e e e —— ——
m/z--> 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

8270-BF062623.M Wed Jul 12 ©5:39:17 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17
Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Heptadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.669 3.14 ng 98416  Phenanthrene-d1e 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Octacosane 394 C28H58 000630-02-4 62
3 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 58
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 58
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 58
Abundance Scan 1629 (11.669 min): BF134233.D\data.ms (-1626) (- m/z 57.05 100.00%
57.0
5000 w
o1 204.1 — —
. 11.50 12.00
ol b bbb 3L u“““ 2382 m/z 43.10  79.71%
miz--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 — —
11.50 12.00
9.0 m/z 71.10 66.47%
Olwswd\ ‘\““\ “‘ \‘“‘\ ““ \“‘ \]“-\4%“0\%8\3\(‘)\ \2\4?‘0\ L
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—— —
11.50 12.00
5000 m/z 85.05 39.75%
99.0
0 141.0183.0225.0 281.0 337.0 394.
e T T e
m/z--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo- 7 —
57.0 11.50 12.00
m/z 41.05 38.19%
B W
‘ 9.0 155.0197.0
it e — —
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF062623.M Wed Jul 12 ©5:39:19 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17
Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Phenanthrene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.886 5.15 ng 161733  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 94
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
Abundance Scan 1666 (11.886 min): BF134233.D\data.ms (-1662) (- m/z 192.10 100.00%
1921
5000 W
— =
630 946 165.1 | 11.50 12.00
Ol o2 41830 | Ml 28322601 o101 65 56.65%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 ‘ J e
11.50 12.00
040 165.0 m/z 189.10  32.82%
27.0 630 L 126Q m h“ L MH
‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160 180200 220 240 260

o

Abundance
192.0 L
— ‘ ‘
11.50 12.00
5000 m/z 193.10 15.89%
96.0
165.0
027.0 63.0 126.0
T T T e e e e
m/z--> 20 40 60 80 100120140160 180200220 240260

Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- —
192.0

— ‘
11.50 12.00
m/z 190.05 15.51%

5000

165.0

270 630 %0160 | |
O T e P e e T e ek e e L

— ‘
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 11.50 12.00

=

8270-BF062623.M Wed Jul 12 ©5:39:21 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17
Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Anthracene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.9106 12.01 ng 376878  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 97
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
5 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 96
Abundance Scan 1670 (11.910 min): BF134233.D\data.ms (-1668) (| m/z 192.10 100.00%
192.1
5000
73.0
129.0 1500
12.00
39‘0 Wb oo N G- 7 7
O T R m/z 191.85 61.70%
miz--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 R
12.00
m/z 73.00 32.18%
94.0
0 51'0 | M ;5“2'?\ I
T T T ‘ L ‘ T T T T ‘ T ‘ L ‘ L ‘ T 1T
miz-> 50 100 150 200 250 300
Abundance
192.0
— =
12.00
5000 m/z 60.00 31.75%
0 39.0 83.0 139.0
T e T T
m/iz--> 50 100 150 200 250 300
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- Doy =
192.0 12.00
m/z 43.05 29.38%
B Wmm
0 39.0 L “9?0 139'0 \‘ ‘
\\\\‘\\\\‘\\\\“\H\‘\H‘\\\\‘\\\\‘\\\ T ‘ T
m/z--> 50 100 150 200 250 300 12.00

8270-BF062623.M Wed Jul 12 ©5:39:22 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17
Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 14 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.998 8.77 ng 275461  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 81
2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 52
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 45
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42
5 2,4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 32

Abundance Scan 1685 (11.998 min): BF134233.D\data.ms (-1681) (- m/z 190.10 100.00%
19p.1
5000
945 ol
12.00
63.0 162.1 .
Olrrrrrrimyornpor by 2204 1881 | 218.22460274.0 /0 189 @5 98.44%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 T
94.0 12.00
4. m/z 192.10  38.38%
310 630 | 1220 1620 |
‘\H\‘HH’HH‘\H\‘HH‘HH‘\H\‘H\\‘HH‘\H\‘\H\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance
450 190.0
: 146.0 P
12.00
5000 82.0 m/z 191.10 36.47%
117.0
O el M bt Ml e W
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene =
189.0 12.00
m/z 187.00 20.33%
5000
94.0
o_HwHH,HH“‘H‘wHH‘HH_Hw‘mw‘H‘H_Wwwww W L
m/z--> 20 40 60 80 100120140160 180200 220240260 12.00

8270-BF062623.M Wed Jul 12 ©5:39:23 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17
Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 1H-Cyclopropa[l]phenanthren... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.016 2.59 ng 81192  Phenanthrene-d1e 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 87
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 74
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 72
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 72
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 72
Abundance Scan 1688 (12.016 min): BF134233.D\data.ms (-1687) (- m/z 192.10 100.00%
192.1
5000 U$N~§¥
94.6 R \
431 12.00
150. 242.1
0Ll nJ‘u‘u g L gA2d 2890 1 350ty o191 10 60.44%
m/z--> 50 100 150 200 250 300 350
Abundance #67040: Phenanthrene, 2-methyl-
192.0
5000 e ‘
12.00
96.0 m/z 165.05 19.54%
O\\?]““9‘\‘\““\““‘\\\175‘2.\@\‘\“‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
192.0
RN T
12.00
5000 m/z 94.60 19.04%
oL, 390 96.0 139.0
T T T
m/z--> 50 100 150 200 250 300 350
Abundance #67016: 1H-Indene, 2-phenyl- T ‘
192.0 12.00
m/z 193.10  15.03%
5000
(270 630 1501550 |
e —
m/z--> 50 100 150 200 250 300 350 12.00

8270-BF062623.M Wed Jul 12 ©5:39:24 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17
Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 9,10-Dimethylanthracene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.439 2.69 ng 84511  Phenanthrene-d1e 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 90
2 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 87
3 1H-Indene, 2-methyl-3-phenyl- 206 C1l6H14 035099-60-6 87
4 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 86
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 86

Abundance Scan 1760 (12.439 min): BF134233.D\data.ms (-1757) (-] | m/z 206.10 100.00%

206.1
5000

89.0 1520
431
.- Y e ‘!“‘yh‘w 24532831 351 .7 191.10  49.26%

m/z--> 50 100 150 200 250 300 350
Abundance #82934: 9,10-Dimethylanthracene
206.0

5000 T

m/z 189.10  31.23%

510 89012701650 |
L e s B
miz--> 50 100 150 200 250 300 350
Abundance

206.0

12.50
5000 m/z 205.10 21.66%
89.0 165.0
0 51.0 126.0
e R e e
m/z--> 50 100 150 200 250 300 350
Abundance #82960: 1H-Indene, 2-methyl-3-phenyl- —

206.0 12.50

m/z 190.05 15.07%

5000

91.0 128.0165.0
51.0

o

e
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17
Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknownl2.475 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.475 6.02 ng 188918  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 47
2 Octadecane 254 C18H38 000593-45-3 47
3 Heneicosane 296 C21H44 000629-94-7 35
4 Tetradecane 198 C14H30 000629-59-4 35
5 [1,1'-Biphenyl]-4-0l, 4'-chloro- 204 C12H9C1O0 028034-99-3 30
Abundance Scan 1766 (12.474 min): BF134233.D\data.ms (-1762) (-] | m/z 57.10 100.00%
57.1
189.1
5000
99.0 T
12.50
150. 250.3 326.1
Oyl bt ??%}w““ m/z 43.10 66.67%
mfz--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 T
12.50
m/z 71.10 59.42%
0 1Ll H H u‘ d ]\'4‘10 183.0 268.0
\\\‘\ \\\\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance
57.0
——
12.50
5000 m/z 189.10 54.87%
99.0
0 141.0 183.0 254.0
e e
miz--> 50 100 150 200 250 300
Abundance #194588: Heneicosane .
57.0 12.50
m/z 204.05 50.55%
5000
9.0
0l15. o‘ ALl 141018302250  296.0
e e e =
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17

Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 18 Cyclopenta(def)phenanthrenone Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.527 2.51 ng 78868  Phenanthrene-dle 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 78
2 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 58
3 [1,1'-Biphenyl]-4-01, 4'-chloro- 204 C12H9C1O0 028034-99-3 49
4 3-Chloro-[1,1'-biphenyl]-2-yl ac... 246 C14H11C102 007460-70-0 47
5 [1,1'-Biphenyl]-2-0l, 5-chloro- 204 C12H9C1O0 000607-12-5 46

Abundance Scan 1775 (12.527 min): BF134233.D\data.ms (-1772) (|  m/z 204.10 100.00%
204.1
88.0 ‘ olen ‘
150.0 12.50
o Ol Ll 22200 3 a6 05 45 o7
m/z--> 50 100 150 200 250 300
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 e :
12.50
88.0 m/z 176.10  41.78%
150.0 ‘
O\ T ‘ T \“\ ‘\ “‘ T T 7T ‘} T \“‘\ T ‘ L ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250 300
Abundance
204.0
RN
12.50
5000 m/z 191.10 26.62%
52.0 94.0 150.0
-
m/iz--> 50 100 150 200 250 300
Abundance #79847: [1,1'-Biphenyl]-4-ol, 4'-chloro- 7 ‘
204.0 12.50
m/z 205.10 24.67%
5000
139.0
63.0 102.0 ‘
obbplel Ll b -
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17
Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Pyrene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.163 3.52 ng 136801  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 2-methyl- 216 C17H12 003442-78-2 87
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 76
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 74
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 72

Abundance Scan 1883 (13.163 min): BF134233.D\data.ms (-1881) (- m/z 216.10 100.00%

216.1
5000

94.5 [ Faen

7 tes1 | ssen azse | 13.00 13.50
390 20 200, 3229 3940 486, 4,7 215,10 70.42%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94567: Pyrene, 2-methyl-
216.0

5000 el -
95.0 13.00 13.50

m/z 213.10  16.48%

0 u‘\‘“ 163'0Jw
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance

216.0

T T
13.00 13.50

5000 m/z 94.50  14.56%

107.0
44.0 163.0
[ J NN 8 RIS N

m/z--> 0 50 100 150 200 250 300 350 400 450

o

Abundance #94579: Fluoranthene, 2-methyl- — —
216.0 13.00 13.50
m/z 106.50  13.70%
5000
108.0
0 390 I \“ 16‘30\1 L
R e R RIS R —
m/z--> 0 50 100 150 200 250 300 350 400 450 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17
Operator : CG\JU

Sample : 03570-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.904 13.31 ng 194043  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 80
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
4 Farnesyl butanoate 292 C19H3202 051532-27-5 64
5 1,2-Epoxy-3,7,11-trimethyl-(6E,1... 238 C15H2602 1000432-46-2 64
Abundance Scan 2179 (14.904 min): BF134233.D\data.ms (-2176) (|  m/z 69.10 100.00%
69.1
——
L 203.1256.1308.2 1500
ot fih), 203125613082 40414554 ... 8116 47.41%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #308259: Supraene
69.0
5000 L
15.00
m/z 41.10 26.16%
137.0
0 b \‘ 1| \‘ I 191.0 273.0 341.0 410.0
\\\‘\ \\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
——
15.00
5000 m/z 95.10 12.93%
1360 me
0 192.0 260.0315.0 384.0
R o R I AR aa
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol ——
69.0 15.00
m/z 68.05 11.51%
5000
‘ 137.0
I O e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71123\
Data File : BF134233.D

Acqg On : 12 Jul 2023 02:17
Operator : CG\JU

Sample : 03570-03 2X

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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|
Furan, tetrahyd... 2.228 2.5 ng 71340 1 6.845 569135 20.0
Formamide, N,N-... 4.181 3.5 ng 101094 1 6.845 569135 20.0
2-Methylene cyc... 5.651 17.2 ng 489060 1 6.845 569135 20.0
2-Cyclohexen-1-on 6.098 19.0 ng 541377 1 6.845 569135 20.0
unknown6.945 6.945 4.2 ng 120521 1 6.845 569135 20.0
2-Chlorocyclohe... 6.998 17.5 ng 497879 1 6.845 569135 20.0
Benzophenone 10.598 4.7 ng 142860 3 9.880 602271 20.0
Nonadecane 10.786 5.3 ng 165917 4 11.380 627838 20.0
Dibenzothiophene 11.275 4.4 ng 137782 4 11.380 627838 20.0
Heptadecane 11.669 3.1 ng 98416 4 11.380 627838 20.0
Phenanthrene, 2... 11.886 5.2 ng 161733 4 11.380 627838 20.0
Anthracene, 2-m... 11.910 12.0 ng 376878 4 11.380 627838 20.0
4H-Cyclopenta[d... 11.998 8.8 ng 275461 4 11.380 627838 20.0
1H-Cyclopropa[l... 12.016 2.6 ng 81192 4 11.380 627838 20.0
9,10-Dimethylan... 12.439 2.7 ng 84511 4 11.380 627838 20.0
unknown12.475 12.475 6.0 ng 188918 4 11.380 627838 20.0
Cyclopenta(def)... 12.527 2.5 ng 78868 4 11.380 627838 20.0
Pyrene, 2-methyl- 13.163 3.5 ng 136801 5 14.045 776456 20.0
Supraene 14.904 13.3 ng 194043 6 15.557 291520 20.0
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