LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acqg On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc :

ALS Vvial : 10 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129747.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.522 201 210 226 rBV 75124 150569 2.48% 0.513%
2 4.440 358 366 369 rBV 3994000 6083377 100.00% 20.710%
3 5.075 465 474 477 rBV 3170987 5442629 89.47% 18.529%
4 5.487 540 544 554 rBV 83586 106237 1.75% 0.362%
5 6.063 637 642 649 rBV5 34898 69253 1.14% 0.236%
6 6.345 688 690 698 rBV 111017 160064 2.63% ©.545%
7 6.492 712 715 723 rBV 393586 423582  6.96% 1.442%
8 6.651 738 742 745 rBV = 172978 139230 2.29% 0.474%
9 6.828 769 772 776 rBV 915320 732758 12.05% 2.495%
10 7.157 824 828 832 rVB3 99508 115192 1.89% 0.392%
11 7.357 857 862 865 rBv2 49722 62176 1.02% 0.212%
12 7.392 865 868 871 rVV 1415073 1421328 23.36% 4.839%
13 7.510 884 888 894 rBV4 46690 62452 1.03% 0.213%
14 7.845 943 945 948 rBV 75010 69912 1.15% 0.238%
15 8.081 982 985 987 rBV 298362 224375 3.69% 0.764%
16 8.110 987 990 996 rVV 1049539 919132 15.11% 3.129%
17 8.157 996 998 1000 rVvB2 87276 65291 1.07% 0.222%
18 8.181 1000 1002 1012 rVvB2 81567 136374 2.24% 0.464%
19 8.263 1012 1016 1021 rBV 183112 267207 4.39% 0.910%
20 8.392 1035 1038 1043 rVB4 91784 114941 1.89% 0.391%
21  8.469 1048 1051 1057 rVV 401498 364861 6.00%  1.242%
22 8.516 1057 1059 1062 rVB 111033 95708 1.57% 0.326%
23  8.610 1072 1075 1083 rBV5 91329 126420 2.08% 0.430%
24  8.692 1086 1089 1093 rVB 324729 268641 4.42%  0.915%
25 8.928 1127 1129 1132 rBV2 94395 79526 1.31% 0.271%
26 9.051 1147 1150 1153 rBV3 81996 75949 1.25% 0.259%
27 9.122 1159 1162 1164 rBV 100069 81428 1.34% 0.277%
28 9.186 1169 1173 1176 rVV 2883021 2192378 36.04% 7.464%
29 9.257 1181 1185 1188 rBV 396191 346017 5.69% 1.178%
30 9.292 1188 1191 1196 rVv2 76611 105275 1.73% 0.358%
31 9.527 1222 1231 1234 rBV7 72318 173658 2.85% 0.591%
32 9.575 1235 1239 1241 rBV3 106332 116848 1.92% 0.398%
33  9.639 1247 1250 1253 rVB2 56185 61107 1.00% 0.208%
34 9.786 1269 1275 1278 rBV 413567 358382 5.89% 1.220%
35 9.869 1283 1289 1292 rVV 1103151 893922 14.69% 3.043%
36 10.016 1310 1314 1317 rBV2 45877 72153 1.19% 0.246%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acqg On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc :

ALS Vvial : 10 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.104 1326 1329 1333 rBv4 98006 111107 1.83% 0.378%
38 10.180 1339 1342 1346 rBV5 36989 63779 1.05% 0.217%
39 10.286 1354 1360 1362 rBV 394268 376691 6.19% 1.282%
40 10.504 1391 1397 1399 rBvV 146176 173795 2.86% 0.592%
41 10.757 1437 1440 1449 rVB2 450371 638610 10.50% 2.174%
42 11.204 1513 1516 1519 rBV 347596 267146 4.39% 0.909%
43 11.233 1519 1521 1524 rVB 118643 95227 1.57% 0.324%
44 11.357 1538 1542 1545 rBV 927160 751810 12.36%  2.559%
45 11.633 1586 1589 1592 rVB 300171 227892 3.75% 0.776%
46 12.039 1655 1658 1662 rBV 245488 203017 3.34% 0.691%
47 12.427 1721 1724 1729 rVB 188241 155129 2.55% ©.528%
48 12.804 1785 1788 1790 rBv2 128073 116412 1.91% 0.396%
49 12.945 1808 1812 1815 rBV 1823163 1659940 27.29% 5.651%
50 13.157 1845 1848 1851 rBV 106002 98974 1.63% 0.337%
51 13.280 1867 1869 1875 rBV5 51716 78413 1.29% 0.267%
52 13.415 1889 1892 1899 rVB2 157253 166047 2.73% 0.565%
53 13.504 1904 1907 1909 rBv4 63299 67967 1.12% 0.231%
54 13.615 1924 1926 1936 rBv4 55724 113996 1.87% 0.388%
55 14.010 1989 1993 1996 rBV 808466 727251 11.95%  2.476%
56 15.486 2239 2244 2251 rVB 630166 823698 13.54%  2.804%

57 16.445 2403 2407 2413 rVB 178000 278897 4.58% ©.949%

Sum of corrected areas: 29374150
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129747.D\data.ms
4.440

3500000
5.075
3000000
2500000

2000000

1500000 7.392

1000000 6.828

500000 6.492

. 3.522 5.487 6.063 6-345| 6651 7.157.357510 7.8
\\‘\\\\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

\ \ \ \
Time--> 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: BF129747.D\data.ms

3500000
3000000 9.186
2500000
2000000 12.945

1500000
8.110 9.869

1000000
500000 g0 8.469g 92 0.257 9.78 10286 10757 41504
63051610 8.990520|292 0%8FR0| 10164800y 10-504
e —— SR m— — — S
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF129747.D\data.ms

12.039 12427 12.80

3500000

3000000

2500000

2000000

1500000

14.010
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500000

O ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time->  13.50 14.00 14.50 15.00 15.50 16.00 16.50

18.50

T ‘ T T ‘ T T ‘ T
17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 4-Penten-2-one, 4-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
3.522 4.11 ng 150569 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 43
3 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 28
4 Isoxazole, 5-methyl- 83 C4H5NO 005765-44-6 9
5 2-Pentanone, 5-hydroxy- 102 C5H1002 001071-73-4 9

Abundance Scan 210 (3.522 min): BF129747.D\data.ms (-201) (-) m/z 43.00 100.00%

3.0
5000
T R
55.0 80 80 3.20 3.40 3.60 3.80
Ll sy 889 ] : g
ot m/z 83.00 12.11%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3628: 4-Penten-2-one, 4-methyl-
43.0
5000 UL L B R I B B |

3.20 3.40 3.60 3.80
m/z 38.95 10.48%

27.0 83.0
O\\’\\\\‘\\\‘\“\\\\“‘\{\\‘??\.c\)‘\§7;?\\\\‘\‘\\\‘\2§'R\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3556: 5-Hexen-2-one
43.0
3.20 3.40 3.60 3.80
5000 ITI/Z 55.00 5.79%
270 55.0
7.
0ot TEO B30 RO
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3681: Methyl 1-methylcyclopropyl ketone
43.0 3.20 3.40 3.60 3.80
m/z 41.10 5.02%
5000
55.0
29.0 830 980
0",:‘Ll‘s‘f(‘]‘H“1“‘H““M"NH"“6‘39"9“W‘m‘m”_m R
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.440 166.04 ng 6083380 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
Abundance Scan 366 (4.440 min): BF129747.D\data.ms (-358) (-) m/z 83.05 100.00%
55.1 83.0
5000
43.0 98.1
R RRmaa R
4.20 4.40 4.60 4.80
Ly H‘\ 67.0 | 9
Ot e e e e e e e e e e m/z 55.10 88.37%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 UL B B I R LN L
43.0 98.0 4.20 4.40 4.60 4.80
29.0
m/z 98.10 35.73%
Inf H‘ | 67.0 |
OH\‘\H\‘H}\‘\H‘\‘\H\‘HH‘HH‘HH“HH‘HH“HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R T AR BN
290 43.0 4.20 4.40 4.60 4.80
5000 m/z 43.05 34.94%
98.0
‘ M‘\ \\‘\ 67.0 I
owwwwwm i = RS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- A REEE S AR
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10 25.63%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH‘W“WH“_H:UH‘MMH““;HH_MWHWH SN B S —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42

Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
5.075 148.55 ng 5442630 1,4-Dichlorobenzene-d4 6.828
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 474 (5.075 min): BF129747.D\data.ms (-465) (-) m/z 43.10 100.00%
3.1
59.1
5000
1011 e
| “ 830 4.80 5.00 5.20 5.40 ;
ob el SR e e m/z 59.18  65.06%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L B BN
59.0 4.80 5.00 5.20 5.40
m/z 101.10 23.19%
0 27\\\ i i 830 1010
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R RS
4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 16.24%
126.0
bl L 12001459
m/z--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime BEBARREEESE
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.58%
5000
101.0
15.0 ‘
obdrplh 00 Be0 |
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\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Ethanol, 2,2'-oxybis- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.345 4.37 ng 160064 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2,2'-oxybis- 106 C4H1e03 000111-46-6 72
2 (+-)-5-Methyl-2-hexanol 116 C7H160 111768-09-3 42
3 2-Hexanol, 5-methyl- 116 C7H160 000627-59-8 42
4 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 42
5 3-Ethyl-2-pentanol 116 C7H160 000609-27-8 40
Abundance Scan 690 (6.345 min): BF129747.D\data.ms (-688) (-) m/z 45.10 100.00%
45.1
5000
75'0 \‘\\\\‘\\\\‘\\\\‘\\\\’\
J‘J ‘ 105.0 6.00 6.20 6.40 6.60
Ol el bt L 42722068 s g5 e 24.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5616: Ethanol, 2,2'-oxybis-
45.0
5000 L L NN B RN
6.00 6.20 6.40 6.60
75.0 m/z 43.10 23.85%
19.
O\\\‘\“‘ﬂ”‘\\’”h\\\‘\\\h‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9503: (+-)-5-Methyl-2-hexanol
45.0
o R e RARAERRR
6.00 6.20 6.40 6.60
5000 m/z 57.05 13.33%
‘ 83.0
L N L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9475: 2-Hexanol, 5-methyl-
45.0 6.00 6.20 6.40 6.60
m/z 76.10 11.21%
5000
83.0
o‘?ﬁc?w\w,uwluMw“‘1‘1‘5-‘9‘H_WH_HW
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Decane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.651 3.80 ng 139230 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 58
2 Undecane 156 C11H24 001120-21-4 53
3 Nonane 128 C9H20 000111-84-2 52
4 Carbonic acid, prop-1l-en-2-yl tr... 284 C17H3203 1000382-90-8 52
5 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 50

Abundance Scan 742 (6.651 min): BF129747.D\data.ms (-738) (-) m/z 57.05 100.00%

57.0
5000
85'1 \\\\‘\\\\‘\\\\‘\\\\‘\\\
39‘ D H | ‘ | 140 6.40 6.60 6.80 7.00
0k it g T m/z 43.16  93.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22068: Decane
43.0
5000 L B L I L B
71.0 6.40 6.60 6.80 7.00
m/z 41.10 47.07%
O \\\‘2\6‘}5\“‘}\\‘!“\\“\\‘1‘\\9\?‘.0\\\‘\‘\\\]\-4"‘2\.(\)\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #33078: Undecane
43.0
R A ES
6.40 6.60 6.80 7.00
m/z 71.05 37.90%
5000 71.0
0 26‘L H‘\ \“ \‘ 9?0 . 127.0 15§'O
e e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #14523: Nonane
43.0 6.40 6.60 6.80 7.00
m/z 105.10 36.74%
5000
L 85.0 M A/U
oo20 L amo i
m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 6 Triethylene glycol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.263 5.81 ng 267207 Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triethylene glycol 150 C6H1404 000112-27-6 83
2 Tetraethylene glycol 194 C8H1805 000112-60-7 72
31,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 56
4 Isopropyl Alcohol 60 C3H80 000067-63-0 53
5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 50
Abundance Scan 1016 (8.263 min): BF129747.D\data.ms (-1012) (-) m/z 45.10 100.00%
45.1
5000 i
89.0 1101 8.00 8.20 8.40 8.60
Ok 9L 3621 m/z 89.05  12.92%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #27989: Triethylene glycol
45.0
5000
8.00 8.20 8.40 8.60
m/z 58.00 11.95%
89.0
Ol\?.’o\w\\“1‘\\\“‘\H‘\‘\W‘H‘\]\_\]T?\.e\‘\\\\‘HH‘HH‘HH’HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #69770: Tetraethylene glyco
45.0
A RBERREEES
8.00 8.20 8.40 8.60
5000 m/z 43.05 8.32%
SR S =T R
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance  #152470: 1,4,7,10,13,16-Hexaoxacyclooctadecane T T
45.0 8.00 8.20 8.40 8.60
m/z 75.00 8.13%
5000 89.0
133.0
ol bt S0 2210, 2680
m/z--> 20 40 60 80 100120140160 180200220 240260 8.00 8.20 8.40 8.60

8270-BF072522.M Mon Aug 15 18:08:17 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42

Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 Quinoline Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
8.469 7.94 ng 364861 Naphthalene-d8 8.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Quinoline 129 C9H7N 000091-22-5 97
2 Isoquinoline 129 CO9H7N 000119-65-3 96
3 2-Propenenitrile, 3-phenyl- 129 C9H7N 004360-47-8 95
4 Benzeneacetonitrile, .alpha.-met... 129 C9H7N 000495-10-3 91
5 2-Propenenitrile, 3-phenyl-, (E)- 129 C9H7N 001885-38-7 87

Abundance Scan 1051 (8.469 min): BF129747.D\data.ms (-1048) (-) m/z 129.05 100.00%
129.1
5000
102.0
 Rma RRRRR RS
51.0 76.0 8.20 8.40 8.60 8.80
oo bl 3881 s 160,00 28.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15003: Quinoline
129.0
5000 LI L L B L B
8.20 8.40 8.60 8.80
102.0 m/z 128.00 20.32%
510  76.0
O‘2\7\.(\)\“\\“}\“i‘\\‘w”‘\\\\‘H\\\\‘\‘\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #15006: Isoquinoline
129.0
8.20 8.40 8.60 8.80
5000 ITI/Z 51.00 11.12%
102.0
510 750 ‘ ‘
L L O R NI S E—
m/z--> 20 40 60 80 100 120 140 160
Abundance #15013: 2-Propenenitrile, 3-phenyl- PR P T
129.0 8.20 8.40 8.60 8.80
m/z 76.00 11.11%
5000 102.0
51.0 76.0
0 ‘\HH“\\Ml\“‘HH“W‘HHMHW\ L N R e A
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80

8270-BF072522.M Mon Aug 15 18:08:18 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.692 5.85 ng 268641 Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C16H34 000544-76-3 83
3 Tetradecane 198 C14H30 000629-59-4 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1089 (8.692 min): BF129747.D\data.ms (-1086) (-) m/z 57.10 100.00%
57.1
5000
85.1
A AR amARE
8.40 8.60 8.80 9.00
131.0
0 Mw\‘mwhw“mmJ_‘:u_““‘1‘5"‘5_2”1‘?“"”2“”wm m/z 43.10  74.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000 UL L B I L AL BN
8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.10 55.59%
0 “ H\ \‘\ \\‘ 1 llu30 . 141.0 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
S S RARER S
8.40 8.60 8.80 9.00
5000 m/z 41.10 37.83%
85.0
29.0
0 ‘\‘ \‘\ H\ H\ L 11\3 0 141.0 169.0 226.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane R A Eanas
57.0 8.40 8.60 8.80 9.00
m/z 85.10 35.08%
5000 85.0
29.0
0 H‘_u\”JHﬂ!wwwﬁlﬁ?&f‘&?&@99‘\1???9”,\”\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00

8270-BF072522.M Mon Aug 15 18:08:19 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.257 7.74 ng 346017  Acenaphthene-di0 9.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C16H34 000544-76-3 86
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 64
Abundance Scan 1185 (9.257 min): BF129747.D\data.ms (-1181) (-) m/z 57.05 100.00%
57.0
5000
o M\VK/J»\MM
e BLRREREAL S
9.00 9.20 9.40 9.60
112 1
[ S— uhu Aot 1412 1691 1982 s 43.10 75.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 L L I L L LA B
85.0 9.00 9.20 9.40 9.60
29.0 m/z 71.10 57.99%
11
O \\\‘ \‘\‘\ \ T \H ‘ T \“} T “1‘\ T \“‘ T \ﬁﬁ‘\%?%?\}??ﬂ\\l%?\(\)\ T ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
A REEERRRIS
9.00 9.20 9.40 9.60
5000 m/z 85.10 37.03%
85.0
29.0
0 \ ‘ I 4 | 1130 141.0 169.0 197.0 226.0
e e e e e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59088: Decane, 2,3,5-trimethyl- R RRARE R
57.0 9.00 9.20 9.40 9.60
m/z 41.05 36.52%
5000 85.0
29.0 141.0
Oyt e 2301800 e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Naphthalene, 1,6-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.527 3.89 ng 173658  Acenaphthene-di0 9.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 92
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 86

Abundance Scan 1231 (9.527 min): BF129747.D\data.ms (-1222) (-) m/z 156.10 100.00%
156.1
57.1
5000 j\
LA
281.1 9.50
ol “L‘ ‘J'%#n ‘M‘“ L \ﬁﬂ"??nl‘ - ‘3269‘ e flf" m/z 141.00  89.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
5000 M —r— ‘
9.50
m/z 57.10 60.31%
O \2\8\.9‘\\\9\8‘.0\‘\““\‘;“‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
A ‘
9.50
5000 ITI/Z 43.05 52.31%
77.0
0 \\7‘\'(‘\‘)1“\“‘\“\\‘\\\“‘\‘1“‘“\H\‘HH‘HH‘HH‘HH‘H
m/z--> 50 100 150 200 250 300 350 400
Abundance #33132: Naphthalene, 2,6-dimethyl- = ‘
156.0 9.50
m/z 85.05 46.58%
5000
77.0
AEZCTHN SN T R — o
m/z--> 50 100 150 200 250 300 350 400 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.786 8.02 ng 358382  Acenaphthene-di0 9.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 80
4 Tridecane 184 C13H28 000629-50-5 80
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 78
Abundance Scan 1275 (9.786 min): BF129747.D\data.ms (-1269) (-) m/z 57.10 100.00%
57.1
- e JM
‘9%0‘ iobd
113.1 . :
om‘mm“”““u””mlmw‘_‘:u“}f“l“lﬁ?ﬂz_‘“‘2“1‘2“1‘”‘ m/z 43.05 74.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
5000 s et
85.0 9.50 10.00
29.0 m/z 71.10 56.34%
0 J L‘ L) 1301410 1600 2120
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
A o
9.50 10.00
5000 85.0 m/z 85.10 39.99%
29.0
bl L L 1139,1410 1600 1980
e e e A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane e T
57.0 9.50 10.00
m/z 41.10 33.14%
5000
85.0
29.0
Dol m0wmomss oo
H‘_‘H‘H‘W‘H‘_“W‘H‘“‘H‘H‘W‘H‘_“W‘H‘_‘H —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF072522.M Mon Aug 15 18:08:22 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 12 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.286 8.43 ng 376691  Acenaphthene-di0 9.869
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Nonadecane 268 C19H40 000629-92-5 83
3 Tridecane 184 C13H28 000629-50-5 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 1360 (10.286 min): BF129747.D\data.ms (-1354) (- m/z 57.10 100.00%
57.1
- o LM
1000 10.50
1131 1852 : :
oWWHh_M‘H‘wmwH_“1‘8_3‘9‘“‘2‘%9‘3,””,”” m/z 43.10  69.84%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107218: Hexadecane
57.0
5000 e sl
10.00 10.50
290 85.0 m/z 71.10  60.51%
0 “ ‘ L | H‘ 113.0141.0169.0197.0226.0
\H‘\\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘H\\‘\H\‘HH’HH’HH’HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
e =
10.00 10.50
m/z 85.10 42.80%
5000 85.0
29.0
o | h | [1130141.0169.0197.0 268.(
e L Y R R il it R
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane P N
57.0 10.00 10.50
m/z 41.10 31.90%
5000
85.0
29.0
o | msoue e
e e e e e e e e —— —
m/z--> 20 40 60 80 100120140160180200220240260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 13 Undecane, 3,5-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.504 3.89 ng 173795  Acenaphthene-di0 9.869
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 87
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 74
4 Eicosane 282 C20H42 000112-95-8 72
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 70
Abundance Scan 1397 (10.504 min): BF129747.D\data.ms (-1391) (- m/z 57.10 100.00%
57.1
- M
‘ 99.0 10.50 |
' 169.2 ’
o m”u Lo | 11880 22022082 m/z 71.10  49.28%
miz--> 50 100 150 200 250
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
5000 ro :
10.50
m/z 43.10 47.32%
20, | | % 1ss0
O \‘\ ‘\“‘\ ‘\‘ \H\" \h\ T T “\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
T \
10.50
5000 m/z 85.10 28.45%
99.0
0 ‘\\ uh\ i \‘ | \14?-0 183.0 239.0 296.(
el S
miz--> 50 100 150 200 250
Abundance #59063: Undecane, 4,6-dimethyl- = ‘
57.0 10.50
m/z 41.10 22.08%
5000
27.0‘ ‘ 113.0
Y e s Y R -
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 14 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.757 16.99 ng 638610  Phenanthrene-di0 11.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexadecane 226 Cl6H34 000544-76-3 90
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 1440 (10.757 min): BF129747.D\data.ms (-1437) () ' m/z 57.05 100.00%
57.0
= —
‘ 99.0 1411 10.50 11.00
obdi b g 241L 1971 2400 m/z 43.10 69.48%
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
5000 nea shiill
10.50 11.00
99.0 m/z 71.05 63.10%
O \2\5J\0‘!“ ““\ ‘ H‘ H‘ \ T “]\-4‘%[ ’()\ ?‘8\3\0‘ T T 2\4?.‘0 T T
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
= —
10.50 11.00
5000 m/z 85.10 41 .55%
99.0
0 | \‘\ Al H\ bl 1410 183.0 268.0
e L
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane T T
57.0 10.50 11.00
m/z 41.05 34.01%
5000
99.0
0 26\L0‘\ ‘\ H\ h\ h‘ u \?‘410 1830 225.0 296.(
e i : T —— ——
m/z--> 50 100 150 200 250 10.50 11.00

8270-BF072522.M Mon Aug 15 18:08:24 2022 Page: 17



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

12

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
BF129747.D

Aug 2022 16:42

: CG\JU
: N4136-01

. 10

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: 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 15 Heptadecane, 8-methyl- Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
11.204 7.11 ng 267146  Phenanthrene-di0 11.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 91
2 Tetradecane 198 C14H3e 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 1516 (11.204 min): BF129747.D\data.ms (-1513) (-} | m/z 57.85 100.00%
57.0

5000 85.0

‘ 141.2169.1197.2 225.2 254.;
H‘_H‘_Hl_Nmﬂuu_‘H_‘H‘HH‘HH‘HH‘H‘WH‘WH‘W‘ m/z 43.10

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141070: Heptadecane, 8-methyl-
57.0
85.0

113 11.00 11.50

o

5000 T —
11.00 11.50
1280 1o m/z 71.18  65.70%
o ‘ L )4 ‘\ | 183021102390
\\\‘HH‘HH‘HH‘HH‘\\\\‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #74005: Tetradecane
57.0
—— —
11.00 11.50
5000 85.0 m/z 85.95 44.42%
29.0
‘H_‘H_H‘_H‘_HW‘HW‘HWH‘WH‘WHH‘HH‘HH_‘H_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90189: Pentadecane T —
57.0 11.00 11.50

m/z 41.05 33.25%

5000 85.0
29.0
L, 18014101690 2120

Oy e e e ]

T —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 16 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.633 6.06 ng 227892  Phenanthrene-die 11.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 1589 (11.633 min): BF129747.D\data.ms (-1586) (- m/z 57.10 100.00%

57.1
5000 85.1

R
1. 11.50 12.00

155.1
‘\ | 18322111 2681 ./, 43.05 66.77%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158597: Nonadecane
57.0

5000 85.0 et s
11.50 12.00

m/z 71.10 63.09%

29.0
‘ h | [M30141.0160.0107.00050 268.C
H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90189: Pentadecane
57.0

T
11.50 12.00

o

o

m/z 85.10 42.84%
5000 850
29.0
bl 01000 2120
H‘_‘H_‘H‘H‘WH‘W‘H‘_‘H_‘H‘H‘WH‘W‘H‘_H‘_‘H‘HH

m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #74005: Tetradecane T ——

57.0 11.50 12.00

m/z 41.10 31.26%

5000 85.0
29.0
‘ ] 113.0141.0169.0198.0

oHmewwu‘uJ‘m‘um_m‘w_m‘w_wmwm

T T
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 17 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.039 5.40 ng 203017  Phenanthrene-die 11.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 91
5 Eicosane 282 (C20H42 000112-95-8 90
Abundance Scan 1658 (12.039 min): BF129747.D\data.ms (-1655) (- m/z 57.10 100.00%
57.1
" M
R \
9.1 1410 12.00
ol d b d | 141018212253 2823 ., 43.10  68.29%
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
5000 —— ‘
12.00
m/z 71.10 65.06%
Ol\ \q\ \‘ ‘ “‘ H‘ “‘ \“\“\ ‘\]_‘\0‘%8‘3‘? T \2\4?‘0\ T ‘ L ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
I \
12.00
5000 m/z 85.10 45.36%
0 \‘L‘ WWH‘JJ4}9183022502680
e B R e A M e
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 12.00
m/z 41.10 30.95%
B M
ol \ L F ‘3}410183022502670 323.0 380.
A A T T T e ——
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 18 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.427 4.13 ng 155129  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Eicosane 282 C20H42 000112-95-8 86
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 86
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 86
Abundance Scan 1724 (12.427 min): BF129747.D\data.ms (-1721) (- m/z 57.10 100.00%
57.1
e M
99.1 1950
12.50
41.0
ol b g by 240 1070 2492 4300 66.96%
miz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 T
12.50
99.0 m/z 71.10 63.47%
0 \2\5JIO‘\“ ““\ ‘“‘ \‘“‘\ “L \“‘ T %4%‘9\ %8\‘3\0‘ T \%4??\ L
miz—-> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
——
12.50
5000 m/z 85.10 47 .72%
99.0
0 250 ‘h Ju | 4 1410 1830 2250  282.0
el L e e
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- 7
57.0 12.50
m/z 41.05 27.12%
5000
99.0 183.0
SR 7 R 1Y -
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\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42

Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: 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 19 9-Octadecenamide, (Z)- Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
13.416 4.57 ng 166047  Chrysene-d12 14.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 93
2 Palmitoleamide 253 C16H31NO 106010-22-4 80
3 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 72
4 Nonanamide 157 C9H19NO 001120-07-6 64
5 Octadecanamide 283 C18H37NO 000124-26-5 64

Abundance Scan 1892 (13.415 min): BF129747.D\data.ms (-1889) (- m/z 59.00 100.00%
59.0
5000 k
6. 1631 238.2 279.1 318.4 1350
 — 0 h‘“ ‘ 02220112902 279.1 3184 nyz 72,00 67.46%
miz--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (2)-
59.0
5000
1350
m/z 41.10 32.46%
0718. Mh ‘\‘H \1-\ \ ‘O\ ]\-8\4\0‘ T \2\38\(‘)\2\8\]- \0‘ T T T
miz--> 50 100 150 200 250 300
Abundance #139496: Palmitoleamide
59.0
——
13.50
5000 m/z 55.10 32.38%
fo - \‘\h JM “‘ H\\ M‘\ ‘\‘M\“\ " 1‘68“0‘2‘19‘0‘ 2‘5‘3‘0‘ R
m/z--> 50 100 150 200 250 300
Abundance #46324: Heptanamide, 4-ethyl-5-methyl- ——
59.0 13.50
m/z 43.10 24.30%
5000
114.0
ots0, | 1710 -
m/z--> 50 100 150 200 250 300 13.50

8270-BF072522.M Mon Aug 15 18:08:29 2022 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acq On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 20 unknownl6.445 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.445 6.77 ng 278897  Perylene-di12 15.486
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 N-(4-Phenyl-1,3-thiazol-2-yl)-2-... 253 C14H11N3S 1000485-04-5 35
2 Benzimidazol-5-amine, 1-(4-ethox... 253 C15H15N30 007104-62-3 27
3 Binaphthyl sulfone 318 C20H1402S 032390-26-4 12
4 4-TIodobenzene-1,2-dicarbonitrile 254 C8H3IN2 069518-17-8 11
5 3,4-Difluorobenzyl alcohol, pent... 290 C10OH5F702 1000364-26-8 10
Abundance Scan 2407 (16.445 min): BF129747.D\data.ms (-2403) (-] m/z 253.10 100.00%
258.1
5000 127.0 /k
175.
20 318.1 J =
77‘-0 ‘ ‘ 16.50
obrpdenbddk L 1187854212 157 60 se.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #139245: N-(4-Phenyl-1,3-thiazol-2-yl)-2-pyridinamine
258.0
134.0
5000 R
16.50
78.0 m/z 254.05 34.63%
02\7\-9“1‘ I\‘ ‘MH\ ‘\h”\‘h\ “J T \\2‘0\81(‘)\ T “\ L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #139386: Benzimidazol-5-amine, 1-(4-ethoxyphenyl)-
258.0 K
; e
16.50
5000 m/z 115.05 29.68%
o 440 11601690 |
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #222364: Binaphthyl sulfone T
127.0 175 ¢ 16.50
m/z 175.00  28.09%
5000
318.0
253.0
0 | L.
m/z--> 50 100 150 200 250 300 350 400 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081222\
Data File : BF129747.D

Acqg On : 12 Aug 2022 16:42
Operator : CG\JU

Sample : N4136-01

Misc :

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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|
4-Penten-2-one,... 3.522 4.1 ng 150569 1 6.828 732758 20.0
3-Penten-2-one,... 4.440 166.0 ng 6083380 1 6.828 732758 120.0
2-Pentanone, 4-... 5.075 148.6 ng 5442630 1 6.828 732758 20.0
Ethanol, 2,2'-o0.. 6.345 4.4 ng le60064 1 6.828 732758 20.0
Decane 6.651 3.8 ng 139230 1 6.828 732758 20.0
Triethylene glycol 8.263 5.8 ng 267207 2 8.110 919132 20.0
Quinoline 8.469 7.9 ng 364861 2 8.110 919132 20.0
Tridecane 8.692 5.8 ng 268641 2 8.110 919132 20.0
Tetradecane 9.257 7.7 ng 346017 3  9.869 893922 20.0
Naphthalene, 1,... 9.527 3.9 ng 173658 3  9.869 893922 20.0
Pentadecane 9.786 8.0 ng 358382 3 9.869 893922 20.0
Hexadecane 10.286 8.4 ng 376691 3 9.869 893922 20.0
Undecane, 3,5-d... 10.504 3.9 ng 173795 3 9.869 893922 20.0
Heptadecane 10.757 17.0 ng 638610 4 11.357 751810 20.0
Heptadecane, 8-... 11.204 7.1 ng 267146 4 11.357 751810 20.0
Nonadecane 11.633 6.1 ng 227892 4 11.357 751810 20.0
Heptacosane 12.039 5.4 ng 203017 4 11.357 751810 20.0
Eicosane 12.427 4.1 ng 155129 4 11.357 751810 20.0
9-Octadecenamid... 13.416 4.6 ng 166047 5 14.010 727251 20.0
unknown16.445 16.445 6.8 ng 278897 6 15.486 823698 20.0
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