LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS Vvial : 19 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122091.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.351 552 555 582 rBV 1099997 1362710 81.35% 6.376%
2 6.381 727 730 757 rBV 1062104 1428337 85.26% 6.684%
3 6.604 763 768 783 rBV2 9213 31674 1.89% 0.148%
4 6.728 786 789 798 rVB 798465 658157 39.29%  3.080%
5 6.887 811 816 825 rVB 112419 117808 7.03% 0.551%
6 7.298 882 886 902 rBV 1001173 1033738 61.71% 4.837%
7 7.939 992 995 1001 rBV2 55705 63609 3.80% 0.298%
8 8.010 1004 1007 1015 rVW 940756 875743 52.28% 4.098%
9 8.069 1015 1017 1029 rVB 28869 47031 2.81% 0.220%
10 8.428 1074 1078 1080 rBV 27763 25318 1.51% 0.118%
11 8.598 1100 1107 1110 rBV 22489 25084 1.50% 0.117%
12 9.028 1177 1180 1183 rVB 63816 51943 3.10% 0.243%
13 9.080 1186 1189 1198 rVV 1681080 1471854 87.86% 6.887%
14  9.163 1198 1203 1206 rBV3 55116 83821 5.00% ©.392%
15 9.198 1207 1209 1213 rVV2 48436 46668 2.79% 0.218%
16 9.351 1233 1235 1238 rBv2 24869 27633 1.65% 0.129%
17  9.422 1244 1247 1251 rBV 390039 324180 19.35% 1.517%
18 9.463 1251 1254 1255 rBV2 88525 71335  4.26% ©0.334%
19 9.480 1255 1257 1261 rVB 381300 300341 17.93% 1.405%
20 9.622 1278 1281 1283 rBv2 74199 78241 4.67% 0.366%
21 9.663 1286 1288 1291 rVB 135794 110430 6.59% 0.517%
22 9.692 1291 1293 1297 rBvV3 40053 58780 3.51% 0.275%
23 9.733 1297 1300 1301 rBV3 85768 87347 5.21% 0.409%
24  9.763 1301 1305 1308 rVV 1063086 998720 59.62% 4.673%
25 9.792 1308 1310 1314 rVB3 43161 48444  2.89%  0.227%
26 9.863 1320 1322 1326 rBv4 42115 44346 2.65% 0.208%
27 9.916 1326 1331 1334 rBV3 62051 104527 6.24% 0.489%
28 9.951 1335 1337 1340 rVV2 50877 60354 3.60% 0.282%
29 10.016 1344 1348 1351 rBV3 133254 167663 10.01% 0.785%
30 10.086 1356 1360 1363 rBV4 74865 129533 7.73% 0.606%
31 10.122 1364 1366 1370 rVB2 64580 78519 4.69% 0.367%
32 10.163 1370 1373 1375 rBV2 171150 164536 9.82% 0.770%
33 10.186 1375 1377 1379 rBV2 44944 34715 2.07% 0.162%
34 10.216 1379 1382 1385 rBV2 65583 79124 4.72% ©.370%
35 10.410 1411 1415 1419 rBV 504245 520845 31.09% 2.437%
36 10.457 1421 1423 1427 rVWW4 74725 75848 4.53% 0.355%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS Vvial : 19 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.522 1432 1434 1437 rBV 81940 65803 3.93% ©.308%
38 10.551 1437 1439 1445 rBV 677941 849916 50.74% 3.977%
39 10.674 1456 1460 1467 rBV 1438885 1654833 98.79% 7.743%
40 11.116 1532 1535 1536 rBV2 198697 196637 11.74%  ©.920%
41 11.145 1536 1540 1543 rVB 1597055 1675182 100.00%  7.839%
42 11.251 1555 1558 1561 rBV 1087084 1060634 63.31% 4.963%
43 11.492 1596 1599 1602 rBV 612231 534059 31.88% 2.499%
44 12.827 1821 1826 1834 rVB 1079782 1308434 78.11% 6.123%
45 13.427 1926 1928 1936 rVB 105254 137747  8.22% ©.645%
46 13.857 1998 2001 2003 rBV 225880 196729 11.74% 0.921%
47 13.886 2003 2006 2010 rVV 669087 663698 39.62%  3.106%
48 14.321 2077 2080 2082 rBV 186947 171939 10.26% ©.805%
49 14.504 2108 2111 2115 rBV 101203 93948 5.61% 0.440%
50 14.915 2178 2181 2184 rBV 38452 57857 3.45% 0.271%
51 14.957 2185 2188 2196 rVB2 58817 74594  4.45%  0.349%
52 15.321 2245 22560 2261 rVB 587759 782676 46.72%  3.662%
53 15.715 2313 2317 2324 rVB 94767 139472 8.33% 0.653%
54 17.639 2640 2644 2651 rVB4 38664 80300 4.79% 0.376%
55 18.868 2842 2853 2866 rVB2 222994 737487 44.02%  3.451%

Sum of corrected areas: 21370901
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 22 Oct 2020 19:03

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
BF122091.D

Ju/CaG
L4458-02

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

o

Time-->
Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF122091.D\data.ms
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7.298

6.728

6.887
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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

TIC: BF122091.D\data.ms
11.1145

1.251

11.492
11‘1 l

10.674
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12.827

9.763

8.010

8.428.598

0
Time-->
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2000000

1500000

1000000

5000003

—— — — —— —— — —
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TIC: BF122091.D\data.ms

T
8.50

13.886

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.422 6.49 ng 324180  Acenaphthene-d10 9.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 94
2 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 81
3 1-(3,6,6-Trimethyl-1,6,7,7a-tetr... 206 C13H1802 1000194-97-2 80
4 Phenol, 2,4-bis(1,1-dimethylethyl)- 206 C14H220 000096-76-4 76
5 Ethyl 4-t-butylbenzoate 206 C13H1802 005406-57-5 64

Abundance Scan 1247 (9.422 min): BF122091.D\data.ms (-1244) (-) m/z 191.05 100.00%
191.1

5000
57.0
010 1311 1631 e e
‘ ‘ ‘ ‘ ‘ 9.00 9.20 9.40 9.60 9.80
O et bbb myz 57.05 26.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66116: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 I L L B
9.00 9.20 9.40 9.60 9.80
570 1510 m/z 206.20  21.44%
290 91.0 7 30 | ‘
O‘\\\\“‘\\\\‘\\\‘\“\}‘\\‘\\\\‘\\\\‘\\‘\\“\\\\‘\\\\‘\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66110: Phenol, 2,5-bis(1,1-dimethylethyl)-
191.0
AR RARERRRRREERRIL
9.00 9.20 9.40 9.60 9.80
5000 m/z 131.05 20.42%
57.0 163.0
91.0 115.0
0 ‘ i | ol \m \1\410 \‘ ‘ “
e e e it

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

Abundance #66057: 1-(3,6,6-Trimethyl-1,6,7,7a-tetrahydrocyclopenta R A EREAR RS
191.0 9.00 9.20 9.40 9.60 9.80

m/z 163.10  17.29%

50001 430 149.0

91.0 ‘
0 W ALl 690\\ Lo \Hq i L ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 Decahydro-4,4,8,9,10-pentam... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.663 2.21 ng 110430  Acenaphthene-die 9.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 50
2 1,2-Dodecanediol 202 C12H2602 001119-87-5 35
3 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 27
4 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 25
5 Cyclopentanecarboxylic acid, 4-h... 338 C22H4202 1000282-77-5 22

Abundance Scan 1288 (9.663 min): BF122091.D\data.ms (-1286) (-) m/z 193.20 100.00%

69.1 97.1 198.2
41.1
5000 123.1
A\ T ‘ T T ‘ T
‘ 152.1 9.50 10.00
0 bl bbb m/z 97,10 90.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 —— e
9.50 10.00
m/z 69.10 89.70%
‘ ‘ 151.0
O\\\‘\\\\‘\\\‘\‘\m\\“‘1\\‘!‘\‘\‘}\“!\\\“\\‘}\‘\\\\“\\‘1‘\‘\!\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62617: 1,2-Dodecanediol
69.0 97.0
—— ——
43.0 9.50 10.00
5000 ITI/Z 55.10 83.35%
171.0
15.0 ‘ 25.
0 T N 2 N IR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11611: 2-Pentene, 3-ethyl-4,4-dimethyl- —— —
69.0 97.0 9.50 10.00
41.0 m/z 41.10  77.42%
5000
126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 unknown9.916 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.916 2.09 ng 104527  Acenaphthene-die 9.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Quinoline, 4-methyl-, 1-oxide 159 C10H9NO 004053-40-1 38
2 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 18
3 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 18
4 Tetracosane 338 C24H50 000646-31-1 18
5 Octacosane 394 (C28H58 000630-02-4 14

Abundance Scan 1331 (9.916 min): BF122091.D\data.ms (-1326) (-) m/z 159.10 100.00%

159.1
57.0
5000
——
‘ | 204.1 10.00
oL— h H‘H 1 Juu\\‘“'h\‘mﬂ‘ H\\‘M i, “M‘H‘ T m/z 57.05 70.07%
miz--> 50 100 150 200 250 300 350
Abundance #30465: Quinoline, 4-methyl-, 1-oxide
159.0
5000 U
10.00
m/z 43.10 55.03%
103.0
O\\\\“\‘\m“\h‘“\h\‘\“‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #28442: Octane, 2,3,3-trimethyl-
43.0
——
10.00
5000 5.0 ITI/Z 71.10 47.18%
ol HiliL. [1e20
m/z--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl- —
57.0 10.00
m/z 85.10 32.15%
B w_w\/\/
ok cJ L) F L %19 189.0231.0273, 0315.0 _ 386.C
R e e S S S S S ——
m/z--> 50 100 150 200 250 300 350 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Tetrapentacontane, 1,54-dib... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.016 3.36 ng 167663  Acenaphthene-die 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 58
2 Dodecane, 6-cyclohexyl- 252 C18H36 013151-86-5 58
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 45
4 Tritetracontane 605 C43H88 007098-21-7 43
5 Decane, 4-cyclohexyl- 224 C16H32 013151-75-2 43

Abundance Scan 1348 (10.016 min): BF122091.D\data.ms (-1344) (- m/z 57.10 100.00%
57.

1
5000
T \
204.1 10.00
oMby m/z 55.10 86.14%
m/z--> 0O 100 200 300 400 500 600 700 800
Abundance #243727: Tetrapentacontane, 1,54-dibromo-
57.0
5000 — :
10.00
m/z 43.10 83.73%
ol lﬂﬁﬁ-gdzss.o 351.0443.0541.0 670.0 835
‘\f\\‘\\\\‘\\\\‘\\\\‘T\T\T\f\\‘\\\\‘\\\\‘\'\\
m/z--> 0O 100 200 300 400 500 600 700 800
Abundance #104193: Dodecane, 6-cyclohexyl-
57.0
P ‘
10.00
5000 ITI/Z 83.10 82.61%
\16&0
0"""Aw‘M““"“W““““‘_““““““
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #18021: Cyclohexane, (2-methylpropyl)- —— ‘
55.0 10.00
m/z 71.10 76.31%
O"‘M\Mu““H““‘W“““H““‘W““‘H‘ —
m/z--> 0 100 200 300 400 500 600 700 800 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 unknownl©.086 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.086 2.59 ng 129533  Acenaphthene-die 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 25
2 Vinyltris(cyclopropyl)silane 178 C11H18Si 1000109-97-3 22
3 2,2,6,6-Tetramethylthiabicyclohe... 158 C9H18S 078050-22-3 18
4 Benzenamine, 3-ethoxy- 137 C8H11NO 000621-33-0 11
5 Cyclooctane, ethyl- 140 C10H20 013152-02-8 10

Abundance Scan 1360 (10.086 min): BFlZZOQl[ﬂdmarns(1356)(j m/z 69.10 100.00%
93.

1.1 69.1 951 123.1
5000 170.1
T \
i
0’ AR m/z 123.10  93.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
69.0
5000 S :
10.00
m/z 193.20 90.25%
138.0
O 180 ‘\“\‘\\i\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43968: \nnyhns(cydopropynsnane
95.0
T T \
10.00
123.0
m/z 41.10 83.42%
5000 55.0
28.0
0- NP
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30363: 2,2,6,6-Tetramethylthiabicyclohexane P ‘
69.0 10.00
m/z 95.10 81.98%
109.0 143.0
5000
0 —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 unknownl1©.163 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

10.163 3.29 ng 164536  Acenaphthene-die 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 photocitral A 152 C10H160 055253-28-6 49
2 Thiazolidine-2-thione, 4-(4-fluo... 320 C15H13FN20S2 1000264-97-7 47
3 1-Butanone, 1-bicyclo[4.1.0]hept... 166 C11H180 054764-62-4 47
4 3-Fluorobenzoic acid, undec-2-en... 292 C18H25F02 1000292-60-8 46
5 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 46

Abundance Scan 1373 (10.163 min): BF122091.D\data.ms (-1370) (-  m/z 123.10 100.00%

123.1
5000 55.1
207.2 T ‘ T T ‘ T
‘ H #fl ‘ 170.1 ‘ 10.00 10.50
0 ‘U‘MHUN“M‘N L, L, W “\“H‘W\L\\‘\ —— m/z 55.10  45.49%
miz--> 50 100 150 200 250 300
Abundance #25083: photocitral A
128.0
81.0
5000 e —
41.0 10.00 10.50
m/z 41.10  38.21%
O T \ ‘ T T \ T \ T T ‘\ “ T T T T ‘ T T T T ‘ T T T T ‘ L T
miz--> 100 150 200 250 300
Abundance #160871.Tmazohdme—2¢m0ne,4{44hxnophenyDJLhydr
128.0
—— —
10.00 10.50
5000 m/Z 69.10 36.16%
65.0
170.0
033LM‘MH“M T 228.0 2840 820.C
: — et
miz--> 50 100 150 200 250 300
Abundance #35062: 1-Butanone, 1-bicyclo[4.1.0]hept-7-ylI- T —
123.0 10.00 10.50
m/z 95.10 34.34%
5000
55.0 166.0
mlz--> 100 150 200 250 300 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.410 10.43 ng 520845  Acenaphthene-d10 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 87
4 Hexadecane 226 Cl6H34 000544-76-3 86
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 1415 (10.410 min): BF122091.D\data.ms (-1411) (-] m/z 57.10 100.00%
57.1

5000 /\QJM\/A
‘ % 1 10,50
' 169.2 :
oh m‘“ bidd 2202 2288 . m/z 71.10  49.64%
mlz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 U
10.50
m/z 43.10 47.71%
ol \ e ‘\ ; 1‘410183022502670 323.0 380.(
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
P
10.50
5000 ITI/Z 85.10 25.04%
L 14101830 230
miz--> 50 100 150 200 250 300 350
Abundance #48867: Undecane, 3,6-dimethyl- ——
57.0 10.50
m/z 41.10 23.77%
5000
ol b L e e
m/z--> 50 100 150 200 250 300 350 10.50

8270-BF101220.M Fri Oct 23 14:59:07 2020 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 9 Dodecane, 2,7,10-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.675 31.20 ng 1654830  Phenanthrene-d10 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 86
3 Tridecane 184 C13H28 000629-50-5 80
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 78
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 1460 (10.674 min): BF122091.D\data.ms (-1456) (- m/z 57.10 100.00%
57.1

i

5000
85.1
I I
113.1 10.50 11.00
141.0 1832 : :
Obrprerefhrhy b et b 22052 293:2 m/z 71.10  73.81%
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 e e
10.50 11.00
29'0‘ 85.0 m/z 43.10 56.38%
113.0
0 \\‘ 1l H M\ ‘ | \141 0 183.0
\‘\H\‘HH‘\H\‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100120140160 180200 220240260

Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0

E

10.50 11.00
5000 m/z 85.10  28.05%

113.0
29.0 ‘ ‘ ‘ 0 183.0
L L] opao T 59502530

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #48831: Tridecane

57.0 10.50 11.00
m/z 41.10 27.48%

o
o]
(4]
o

5000

29.0 85.0

d L1 A 113.0141.0  184.0
0 0 O i A SRS

m/z--> 20 40 60 80 100120140160 180200 220 240 260 10.50 11.00

i
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 10 unknownll.116 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.116 3.71 ng 196637  Phenanthrene-die 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 22
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 22
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 18
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 18
5 Pentadecane 212 C15H32 000629-62-9 18

Abundance Scan 1535 (11.116 min): BF122091.D\data.ms (-1532) (- m/z 57.10 100.00%

57.1
99.0
5000
1570 2010 770 —— —
‘ ‘\ ‘\ ‘ 2332 | e e
0 Al p by DL WSS L m/z 41.10 86.82%
miz--> 50 100 150 200 250
Abundance #110907: Hexadecane, 1-chloro-
57.0
5000 1100 1150
91.0 s :
m/z 43.10 80.74%
pho M 133.0 260.0
O T ‘\ ‘H‘ “H\ H!‘ \“ \HH’ “\‘H ‘\ \‘ .\ ‘ \175\.0\ ‘2\]-7\.0\ T ‘ f“ T T T
miz-> 50 100 150 200 250
Abundance #196922: Oxalic acid, isobutyl hexadecyl ester
57.0
—r —
11.00 11.50
5000 m/Z 71.10 59.87%
2ﬂo ‘ 97.0
Nl T S Y L
miz-> 50 100 150 200 250
Abundance #140553: 1-lodo-2-methylundecane T —
57.0 11.00 11.50
m/z 99.00 55.77%
5000
7.0 99.0
ol Ll | Ay 1999 20 2064 EER
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF101220.M Fri Oct 23 14:59:08 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 Heptadecane, 2,6,10,15-tetr... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.145 31.59 ng 1675180 Phenanthrene-d10 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 87
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 81
5 Heptacosane 380 C27H56 000593-49-7 78

Abundance Scan 1540 (11.145 min): BF122091.D\data.ms (-1536) (- m/z 57.10 100.00%
57.1

2000 AXNANMAWVVAMAWVWWﬁMAW
‘ 113 11.00 1150
— ‘“u L i ‘145 1 1832 22020833 m/z 71.10 77.92%
miz--> 50 100 150 200 250
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 et —
11.00 11.50
m/z 43.10 50.42%
0 L‘ L ‘\ | 1410 1830 2300 296
T T T T ‘ T i T T \ T T T ‘ T T T T ‘ T T T T ’ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #94344: Heptadecane
57.0
e o
11.00 11.50
5000 m/z 85.10 44 .17%
‘ 990 1410 240.0
olzelol L g d {4 P40 1830 20D
m/z--> 50 100 150 200 250
Abundance #59884: Tridecane, 4-methyl- 7 7
43.0 11.00 11.50
m/z 41.10 26.32%
5000
85.0
‘ ‘ 155.0
ob— b b dd o 4 1980 — —
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF101220.M Fri Oct 23 14:59:09 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.492 10.07 ng 534059  Phenanthrene-d10 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octacosane 394 (C28H58 000630-02-4 90
Abundance Scan 1599 (11.492 min): BF122091.D\data.ms (-1596) (- m/z 57.10 100.00%
57.1
5000 J\Mww
99.1 N
141.2 11.50
183.2 :
Olerrrrrrotbodb b bbb Lo e 2212.2241.2 2805y /s 71 10 80.29%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117638: Nonadecane
57.0
5000 R
11.50
m/z 43.10 69.36%
\\\‘\H\’\\H‘H\\‘\H\’\\H‘H\\‘\H\’\\H‘H\\‘HH’HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #83028: Hexadecane
57.0
——
11.50
5000 m/z 85.10 47.95%
99.0
ol 250 d bk RS BB R
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #124147: 2-Bromotetradecane —
57.0 11.50
m/z 41.10 23.31%
99.0
27‘ ‘ “ | “ 1410 197.0
o"w‘m,"w‘M:m‘,w‘H‘W‘,"w‘J‘w,w_ww,” —r—
m/z--> 20 40 60 80 100120140160180200220240260280 11.50

8270-BF101220.M Fri Oct 23 14:59:10 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 13 unknownl13.427 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.427 4.15 ng 137747 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-bromo- 192 C8H17Br 000557-35-7 38
2 1-Pentanol, 3-methyl-2-propyl- 144 CSH200 054004-40-9 38
3 1-Isopropyl-2-methylpropyl ethyl... 210 C9H20FO2P 1000298-33-2 16
4 2,2-Dimethyl-3-pentanol, heptafl... 312 C11H15F702 1000364-14-4 14
5 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 14
Abundance Scan 1928 (13.427 min): BF122091.D\data.ms (-1926) (- m/z 57.10 100.00%
57.1
97.1
5000
‘ 13.50
169.1 .
20&1 .1278.1
ol u““w‘:‘ LA L 38Ta L 2001 24542781 hyz 97.18 55.81%
miz-> 50 100 150 200 250
Abundance #54934: Octane, 2-bromo-
57.0
5000 ifsd
113.0 :
m/z 113.10 55.73%
o ‘M‘ ok, 149.0 1920
\ \ T \ ‘ T T T T ‘ T T T T ‘ T T T T T T T T ‘ T T T T
miz--> 100 150 200 250
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
——
13.50
5000 113.0 m/z 55.10  29.22%
020 “h\““““\\\\‘\\\\‘\\\\‘\\\“ \M
miz--> 50 100 150 200 250
Abundance #69935: 1Isopropyh2 methylpropyl ethylphosphonofluori T
55.0 18.0 13.50
m/z 83.10 23.56%
5000 167.0 vaxwwkwﬁwmﬂwﬂw»mJ\«AM
0 TV W e
m/z--> 50 100 150 200 250 13.50

8270-BF101220.M Fri Oct 23 14:59:10 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 14 Phenol, 2-(2H-benzotriazol-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.321 5.18 ng 171939 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(2H-benzotriazol-2-yl)... 351 C22H29N30 025973-55-1 53
2 Condyfolan-16-carboxylic acid, 2... 322 C20H22N202 004939-81-5 50
3 Pyrazole-4-carboxylic acid, 3-(1... 322 C20H22N202 1000272-86-5 38
4 Silane, methyltriphenoxy- 322 C19H1803Si 003439-97-2 38
5 1H-Indole, 3-Phenyl-2-(3'-methyl... 322 C23H18N2 164936-86-1 38

Abundance Scan 2080 (14.321 min): BF122091.D\data.ms (-2077) (-  m/z 322.20 100.00%
32p.2

5000
43.1 1456 i4%d
: 92.0 1326 252.1 :
Ol et i 1822008 TEET Ll m/z 323.20 23.72%
m/z--> 50 100 150 200 250 300 350
Abundance #184669: Phenol, 2-(2H-benzotriazol-2-yl)-4,6-bis(1,1-din
322.0
5000 P ——
14.00 14.50

m/z 351.20 9.50%

43.0 147.0
92.0
0= \“ “\‘\‘ by \H “\ ”h ”\“ f “ T %8\3\0‘ T 2\5“2\0\ L Lt “ T

m/z--> 50 100 150 200 250 300 350
Abundance #162908: Condyfolan-16-carboxylic acid, 2,14,16,19-tetre
322.0
121.0 2520
42.0 T L
14.00 14.50
5000 ITI/Z 43.10 9.42%
7.0 167.0 206.0
o’ LY_Y_'_r
miz--> 50 100 150 200 250 300 350
Abundance #162885: Pyrazole-4-carboxylic acid, 3-(1-adamantyl)-1-f P ——
322.0 14.00 14.50
m/z 92.00 6.36%
5000
710 1150 202.0 2470
ol 0 Lo ] ameo, |
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF101220.M Fri Oct 23 14:59:11 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 15 unknownl4.504 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.504 2.83 ng 93948 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 27
2 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 25
3 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 18
4 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 16
5 1H-Pyrazole-1-carboxamide, 4,5-d... 155 C7H13N30 003786-02-5 14

Abundance Scan 2111 (14.504 min): BF122091.D\data.ms (-2108) (-1 m/z 57.10 100.00%

57.1
1131
5000
T T
H 169.2 2250 261.1 327 14.50
ob— ;‘M bbb E0L LS 7 113,05 62.16%
m/z--> 50 100 150 200 250 300
Abundance #48876: Undecane, 6,6-dimethyl-
57.0
5000 T ‘
14.50
113.0 m/z 97.10 58.20%
O\Zgl‘b‘\“‘“\m\“\ ‘ \‘\ T ‘]-\7\0.\0\ ‘ L ‘ L ‘ LI
m/z--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57.0
T T
14.50
5000 ITI/Z 83.10 28.75%
97.0
o150 “\ L 1310190 o0 311.0
A L I e B e e R A e e o e
m/z--> 50 100 150 200 250 300
Abundance #6339: 1-(Trimethylsilyl)-1-propyne 7 ‘
97.0 14.50
m/z 55.10 25.45%
5000
43.0
(S \\\MMHwJH‘WJ\\ A B e Mo —
m/z--> 50 100 150 200 250 300 14.50

8270-BF101220.M Fri Oct 23 14:59:12 2020 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 16 unknownl5.715 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.715 3.56 ng 139472 Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-ethyl- 184 C13H28 017453-94-0 27
2 3,5-Dimethyldodecane 198 C14H30 107770-99-0 27
3 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 27
4 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 27
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 27

Abundance Scan 2317 (15.715 min): BF122091.D\data.ms (-2313) (- m/z 57.05 100.00%
57.0

5000 113.1 MJL/\
‘ ‘ ‘ 15.50 16.00
169.2 . .
239.1
om_m_H!,H‘H“w“_uwHm,w,”zﬂzﬂ_HWW%?‘}H‘ m/z 113.05 44.51%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48841: Undecane, 5-ethyl-
57.0
5000 AL U
15.50 16.00
m/z 97.10 43.37%
70| [0 o
O\H‘H\\‘\H\’HH‘HH‘H\\‘HH‘\H‘\’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59888: 3,5-Dimethyldodecane
57.0
P e
15.50 16.00
5000 m/z 43.10  28.43%
99.0
27\
0 ‘OM ! 140.0169-0198 9 WJLWW““MNﬂW”m/wxmmA
e e e T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #172308: Sulfurous acid, butyl tetradecyl ester P ——
57.0 15.50 16.00
m/z 71.10 28.27%
- MJ\M”””WMJ\M“WMvaJ\
97.0
Jzmo) || 11270 1601970 s310261.0
et e e e e e e e e e e e e —r —r
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 17 unknownl7.639 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

17.639 2.05 ng 80300 Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 45
2 2-Thiophenemethanamine 113 C5H7NS 027757-85-3 35
3 Cyclopentanecarboxylic acid, 4-h... 338 C22H4202 1000282-77-5 27
4 N-[4-(Chloro-difluoro-methoxy)-p... 333 C14H18C1F2N302 1000296-77-1 27
5 meso-3,4-Dicyclohexyl-2,2,5,5-te... 306 C22H42 065149-86-2 27

Abundance Scan 2644 (17.639 min): BF122091.D\data.ms (-2640) (- m/z 57.10 100.00%
57
113.1

5000

:

169.2

— —
22 355. 17.50 18.00

5.1
- 2821 m/z 113.10  81.58%

mlz--> 50 100 150 200 250 300 350
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000

o

17.50 18.00
113.0 m/z 97.10  78.39%
168.0
O\\\‘M\“\“\‘h“\“\”\\\‘\‘\\\‘\\\\‘\\\\‘\\\\|\
m/z--> 50 100 150 200 250 300 350
Abundance #6905: 2-Thiophenemethanamine
118.0
— —
17.50 18.00
5000 m/z 83.10 37.63%
45.0
0“‘WMWWMN\M“““““““““““‘,‘
m/z--> 50 100 150 200 250 300 350
Abundance #175516: Cyclopentanecarboxylic acid, 4-hexadecyl este T —
97.0 17.50 18.00
m/z 55.10 31.88%
5000 410
0 d‘“ A H‘ . 169.0 2240
| e A o o O — —
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 18 unknownl8.868 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.868 18.85 ng 737487 Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propionitrile, 3-(3,5-di-tert-bu... 291 C17H25NOS 1000295-21-7 9
2 Butanedioic acid, chloro-, bis(1... 264 C12H21Cl04 057983-51-4 9

3 2-t-Butyl-5-chloromethyl-3-methy... 304 C14H25C1N203 1000192-88-5 9
4 p-Nitrobenzylidene tert-butylamine 206 C11H14N202 000718-36-5 5

5 Hydrazinecarboxylic acid, 1,1-di... 132 C5H12N202 000870-46-2 4

Abundance Scan 2853 (18.868 min): BF122091.D\data.ms (-2842) (- m/z 57.10 100.00%
57.1

5000
316.3
191.1 e
131. ‘ 253.1 , 18.60 18.80
0 H“l“w‘w bbbt o d o SBLA 4432 B350 306,05 35.14%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #137045: Propionitrile, 3-(3,5-di-tert-butyl-4-hydroxyphen:
57.0
5000 L B B
2200 2910 18.60 18.80
m/z 191.05 20.54%
‘ 115.0
0 \\‘r“‘l“\u‘\h\\‘l“\m\l\‘”\“l’\‘“\l\\‘\\‘\‘\’\\\\“‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #113563: Butanedioic acid, chloro-, bis(1-methylpropyl) e
57.0
T
135.0 18.60 18.80
5000 m/z 41.05 19.31%
191.0
OJMJLIWI,,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #147579: 2-t-Butyl-5-chloromethyl-3-methyl-4-oxoimidazc T
57.0 18.60 18.80
m/z 147.05 12.39%
5000
191.0
ownlw%J“PWW, e
m/z--> 50 100 150 200 250 300 350 400 450 500 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122091.D

Acqg On : 22 Oct 2020 19:03
Operator : JU/CG

Sample : L4458-02

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Phenol, 2,6-bis... 9.422 6.5 ng 324180 3 9.763 998720 20.0
Decahydro-4,4,8... 9.663 2.2 ng 110430 3 9.763 998720 20.0
unknown9.916 9.916 2.1 ng 104527 3 9.763 998720 20.0
Tetrapentaconta... 10.016 3.4 ng 167663 3 9.763 998720 20.0
unknown10.086 10.086 2.6 ng 129533 3 9.763 998720 20.0
unknown10.163 10.163 3.3 ng 164536 3 9.763 998720 20.0
Heptacosane 10.410 10.4 ng 520845 3 9.763 998720 20.0
Dodecane, 2,7,1... 10.675 31.2 ng 1654830 4 11.251 1060630 20.0
unknownl11.116 11.116 3.7 ng 196637 4 11.251 1060630 20.0
Heptadecane, 2,... 11.145 31.6 ng 1675180 4 11.251 1060630 20.0
Nonadecane 11.492 10.1 ng 534059 4 11.251 1060630 20.0
unknown13.427 13.427 4.2 ng 137747 5 13.886 663698 20.0
Phenol, 2-(2H-b... 14.321 5.2 ng 171939 5 13.886 663698 20.0
unknownl14.504 14.504 2.8 ng 93948 5 13.886 663698 20.0
unknown15.715 15.715 3.6 ng 139472 6 15.321 782676 20.0
unknownl17.639 17.639 2.0 ng 80300 6 15.321 782676 20.0
unknownl18.868 18.868 18.9 ng 737487 6 15.321 782676 20.0
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