LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124086.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.169 8 14 20 rBV 96327 120616 19.17% 1.466%
2 5.098 509 512 519 rVB 63629 62827 9.99% 0.763%
3 5.481 574 577 579 rBV 27545 28602 4.55% 0.348%
4 5.504 579 581 591 rVB 229195 208145 33.09%  2.529%
5 5.739 618 621 628 rVB 26191 22558 3.59% 0.274%
6 6.510 749 752 760 rVB 198835 203480 32.35% 2.473%
7 6.728 785 789 793 rBV2 21545 25086 3.99% 0.305%
8 6.892 813 817 824 rVB 415958 341466 54.28% 4.150%
9 7.451 907 912 915 rBvV 146833 140168 22.28% 1.703%
106 8.175 1030 1035 1041 rBV 457613 407895 64.84%  4.957%
11  8.639 1112 1114 1117 rVB3 23601 22149 3.52% 0.269%
12 8.727 1123 1129 1133 rBV7 17328 34042 5.41% 0.414%
13 8.804 1138 1142 1145 rBV5 15168 24818 3.95% 0.302%
14  8.863 1149 1152 1156 rVV6 24681 31990 5.09% 0.389%
15 8.922 1160 1162 1165 rVB4 28256 23501 3.74% 0.286%
16 8.951 1165 1167 1170 rBV3 19489 19626 3.12% 0.239%
17 9.063 1182 1186 1188 rBv4 31015 48716 7.74% ©.592%
18 9.139 1195 1199 1202 rBV6 24126 34979 5.56% 0.425%
19 9.175 1202 1205 1207 rVv3 64822 59471 9.45% 0.723%
20 9.204 1207 1210 1214 rVB5 28106 38216 6.08% 0.464%
21  9.251 1214 1218 1223 rBV 308046 335815 53.38% 4.081%
22 9.333 1229 1232 1235 rBV 145140 152103 24.18% 1.848%
23 9.474 1254 1256 1258 rBV3 30008 34579 5.50% 0.420%
24  9.586 1273 1275 1277 rBV3 36956 31641 5.03% 0.385%
25 9.645 1282 1285 1288 rBV3 371665 387297 61.57% 4.707%
26 9.680 1288 1291 1292 rBv2 53231 46753 7.43% 0.568%
27  9.698 1292 1294 1298 rVB4 104158 97496 15.50% 1.185%
28 9.745 1298 1302 1306 rBV6 57618 100453 15.97% 1.221%
29 9.804 1309 1312 1314 rBV2 245458 250114 39.76% 3.039%
30 9.827 1314 1316 1317 rBV 78748 64168 10.20% 0.780%
31 9.845 1317 1319 1322 rVB 522459 426524 67.81% 5.183%
32 9.886 1323 1326 1328 rBV2 107677 118099 18.77% 1.435%
33 9.933 1328 1334 1337 rVB2 543721 629044 100.00%  7.644%
34 9.980 1338 1342 1344 rBV4 122258 181763 28.90%  2.209%
35 10.192 1375 1378 1381 rBV4 132459 172798 27.47%  2.100%

36 10.274 1386 1392 1394 rVv4 240411 372757 59.26%  4.530%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.310 1395 1398 1401 rVv4 149221 163902 26.06% 1.992%
38 10.345 1401 1404 1408 rVV2 522869 499938 79.48% 6.075%
39 10.727 1466 1469 1471 rBV3 160484 186052 29.58% 2.261%
40 10.857 1488 1491 1494 rBV2 344380 393103 62.49% 4.777%
41 11.433 1586 1589 1594 rBV3 414254 594754 94.55% 7.228%
42 14.068 2034 2037 2040 rVB2 277477 268979 42.76% 3.269%
43 15.121 2214 2216 2219 rBvV2 60277 65834 10.47% 0.800%
44 15.198 2226 2229 2234 rVB3 81482 89308 14.20% 1.085%
45 15.492 2277 2279 2283 rBV 35897 41672 6.62% 0.506%
46 15.562 2287 2291 2294 rBV 194877 251236 39.94% 3.053%
47 16.039 2367 2372 2378 rBvV2 82374 146148 23.23% 1.776%
48 16.556 2457 2460 2467 rVB3 68054 108732 17.29% 1.321%
49 17.174 2562 2565 2572 rVB3 54356 100076 15.91% 1.216%
50 17.415 2603 2606 2607 rBV3 18865 19332 3.07% 0.235%
Sum of corrected areas: 8228821
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\

BF124086.D
: 27 May 2021 3:10
Ju/CG
: M2519-01 5X
: 20 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF124086.D\data.ms
1500000
1000000
500000 6.892
5.504
6.510 7.451
2169 5.008
o A . 5.481 5.739 6.728
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF124086.D\data.ms
11.433
1500000
10.857
10.345 l
1000000 10.734
9.933 ]
190290
i
10.192
500000 8.175 0 ‘
8.638%
0 — T T — — — — — — — —
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: BF124086.D\data.ms
1500000
1000000
14.068

500000

Time-->

8270-BF051421.M Thu May 27 13:31:17 2021

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\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.169 7.06 ng 120616 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 9

Abundance  Scan 14 (2.169 min): BF124086.D\data.ms (-8) (-) m/z 73.10 100.00%

73.1
5000 43.1
55.1
87.1 A
‘ 2.202.302.402.502.60
Obrrrrrrr et b e m/z 43.10 40.69%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 UL R R R R R
43.0 2.202.302.402.502.60
"~ 5.0 87.0 m/z 55.18  32.59%
0 \ o
O\\\‘\\\\‘\\\”“\\\\“}\‘\\‘\\\‘\“\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
73.0
A
2.202.302.402.502.60
5000 m/z 87.10 22.53%
45.0
29.0
0“w‘“w“MM‘HH‘W“_‘?%Q‘H‘WM“H“_‘;R%Q“
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #734: N-Ethylformamide N aamanamEaREE R
30.0 2.202.302.402.502.60
73.0 m/z 41.00  16.53%
5000
44,0 580
o
O‘H“ﬁw‘ul‘u‘HMHM‘_“W“H‘m“_‘H“H“H‘w A A W i
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.098 3.68 ng 62827 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 28
3 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 512 (5.098 min): BF124086.D\data.ms (-509) (-) m/z 43.05 100.00%
5000
101.0 \\\‘\\\\’\\\\‘\\\\‘\\\\
| 6.0 83.0 4.80 5.00 5.20 5.40 .
o m/z 58.95 58.22%
mlz--> 20 40 60 80 100 120 140 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B LI B A LR
4.80 5.00 5.20 5.40
m/z 101.00 17.49%
15.0 101.0
‘ I A 0 83.0 ! ‘
O\\\\‘\\\\‘\\\1’\\\\“\\\\‘\\\\’\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #40911: 1,8-Nonanediol, 8-methyl-
59.0
A RARES
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.87%
41,0 83.0
Ol 123014101500
miz--> 20 40 60 80 100 120 140 160
Abundance #4488: Propane, 1-ethoxy-2-methyl- AR AR REEY
31.0 59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.87%
5000
‘ 102.0
ol Ml e 2RO
m/z--> 20 40 60 80 100 120 140 160 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 13
R.T. EstConc Area Relative to ISTD R.T.
9.333 4.84 ng 152103  Acenaphthene-die 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 70
2 Cyclopentane, 1-methyl-1-(2-meth... 138 C10H18 074764-47-9 42
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
4 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 38
5 Pyridine-3-carboxylic acid, 1-[(... 290 C15H18N204 1000310-27-9 27

Abundance Scan 1232 (9.333 min): BF124086.D\data.ms (-1229) (-) m/z 193.15 100.00%
2

55.0 193
123.1
5000 9.2
S RRBRManrartESLLSa
163.2 9.00 9.20 9.40 9.60
0! LTLW m/z 55.00 87.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
1938.0
123.0
5000 69.0 95.0 T T T T T T T T
9.00 9.20 9.40 9.60
m/z 41.05 77.27%
‘ ‘ 151.0
O \\\‘\\\\‘\\\‘\‘\ \\“‘1\\‘!‘\‘\‘{\“!\\\“\\‘}\‘\\\\“\\‘1‘\‘\!\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17003: Cyclopentane, 1-methyl-1-(2-methyl-2-propenyl).
81.0 128.0
e A RRRRRRRREEREERRE
41.0 9.00 9.20 9.40 9.60
5000 m/z 123.10 63.12%
:
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone P e
198.0 9.00 9.20 9.40 9.60
m/z 69.10 58.63%
123.0
5000
150.0
95.0
o170 M0 e00 | e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 2-Pentanone, 4-cyclohexylid... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.645 12.31 ng 387297  Acenaphthene-d10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 50
2 4H-1,3,2-Dioxaborin, 4-ethenyl-2... 208 C12H21B02 074630-04-9 38
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
4 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 37
5 2-Anthracenamine 193 C14H11N 000613-13-8 30

Abundance Scan 1285 (9.645 min): BF124086.D\data.ms (-1282) (-) m/z 193.15 100.00%
198.2

55.0
5000 051
123.2
163.1 et s
9.50 10.00
0 2201 /7 s5.00  57.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
5000 55.0 — —
109.0 9.50 10.00
810 m/z 41.00 55.49%
29.0 ‘ 137.0
O \‘\‘H\\"\\\‘\“\‘\\\““\\H\‘\“\‘\\“\\\‘\"\\“\]-\6‘:\3\(\)\‘\\\\’1\\2\2‘2\.\0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67667: 4H-1,3,2-Dioxaborin, 4-ethenyl-2-ethyl-4-methyl-
1938.0
e o
9.50 10.00
95.0 o%
5000 430 m/z 69.10 53.03%
151.0
67.0
b a0y |
O AN L S e RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti —— —
1938.0 9.50 10.00
69.0 123.0
: m/z 95.10 38.50%
41.0
5000 95.0
o,,1520, — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknown9.698 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.698 3.10 ng 97496  Acenaphthene-d10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrimido(5,4-e)-as-triazine-5,7(... 193 C7H7N502 000084-82-2 43
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 41
3 photocitral B 152 C10H160 006040-45-5 35
4 Hexane, 1-(isopropylidenecyclopr... 166 C12H22 024524-53-6 25
5 3-Phenylindole 193 C14H11N 001504-16-1 14

Abundance Scan 1294 (9.698 min): BF124086.D\data.ms (-1292) (-) m/z 193.20 100.00%
198.2

55.0
g1q 1091
5000
137.2
163.1 L LA
| O N
0 bl w, bl b Ll ST myz 55,05 78.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55567: Pyrimido(5,4-e)-as-triazine-5,7(1H,6H)-dione, 1,¢
109.0 ¢ 193.0
83.0
5000 950 10,00
43.0 : :
165.0 m/z 41.85 73.20%
O \\\‘\\\\‘\\\“‘\ ’
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #16968: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-
95.0

%

9.50 10.00
5000 ITI/Z 109.10 70.65%
123.0
27.0
0’ W“H‘mwm_m_m_mw
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25079: photocitral B T —
81.0 123.0 9.50 10.00
41.0 m/z 95.15 66.02%
o M\W
152.0
O rrprerr e e e e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknown9.745 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.745 3.19 ng 100453  Acenaphthene-die 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-9-Methyl-8-tridecen-2-0l, acetate 254 C16H3002 1000131-35-6 10
2 Acetate, 3-(acetyloxy)-2-nitro-2... 295 C14H17NO6 114454-69-2 10
3 Artemiseole 152 C10H160 060485-46-3 10
4 2,4-Hexadienoic acid, ethyl ester 140 C8H1202 110318-09-7 10
5 trans,trans-2,8-Dimethylspiro[5.... 180 C13H24 095530-76-0 9

Abundance Scan 1302 (9.745 min): BF124086.D\data.ms (-1298) (-) m/z 41.00 100.00%

41.0
95.0
5000
129.1 187.2
—r— —
kb, 4
IR LT AATEL T m/z 55.05  82.00%
miz--> 50 100 150 200 250
Abundance #105732: E-9-Methyl-8-tridecen-2-ol, acetate
43.0
5000 —— —
97.0 9.50 10.00
m/z 43.00 73.79%
ol iy I x i Wk 1510, 194022402540
miz--> 50 100 150 200 250
Abundance #140026: Acetate, 3-(acetyloxy)-2-nitro-2-benzylpropyl
43.0 129.0
—r— —
9.50 10.00
5000 ITI/Z 95.05 63.76%
91.0
189.0
obd w1590 ] 249.0 _ 296
v pebetpp e BRYR e TR
Miz--> 50 100 150 200 250
Abundance #25075: Artemiseole T —
43.0 9.50 10.00
m/z 57.10 56.74%
95.0
5000
137.0
m/z--> 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknown9.804 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.804 7.95 ng 250114  Acenaphthene-die 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Isopropenyl-5-methylhex-4-enal 152 C10H160 075697-98-2 46
2 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 43
3 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 41
4 Cyclopropane carboxamide, 2-cycl... 207 C13H21INO 331416-19-4 38
5 3-Hexadecene, (Z)- 224 C16H32 034303-81-6 38

Abundance Scan 1312 (9.804 min): BF124086.D\data.ms (-1309) (-) m/z 55.00 100.00%

55.0
5000 W
P P
9.50 10.00
0+ m/z 41.10 83.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25173: 2-Isopropenyl-5-methylhex-4-enal
41.0 69.0
5000 — —
9.50 10.00
109.0 m/z 69.10 76.20%
‘ 137.0
O' \‘\h‘”‘\“w\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75445: 4-n-Hexylthiane, S,S-dioxide
69.0
P P
9.50 10.00
5000 97.0 m/z 43.10  52.75%
147.0
I \\\1230\ | [175.0 20\10 !
0! RN LA [ M N RN ks N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6791: Cyclopentane, 1,1,3-trimethyl- “ —
55.0 9.50 10.00
m/z 95.10 52.41%
83.0
5000
27.0
‘ ‘ 112.0
01 . — —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF051421.M Thu May 27 13:31:23 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknown9.827 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.827 2.04 ng 64168 Acenaphthene-die 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-1,4a-dime... 208 C15H28 030824-81-8 38
2 1,3-Hexadiene, 3-ethyl-2,5-dimet... 138 C10H18 062338-07-2 38
3 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001124-27-2 30
4 4a,5,6,7,8,8a,10,10a-0ctahydro-2... 207 C12H17NO2 1000194-96-9 30
5 2,4,4-Trimethyl-3-(3-oxobutyl)cy... 208 C13H2002 072008-46-9 27

Abundance Scan 1316 (9.827 min): BF124086.D\data.ms (-1314) (-) m/z 95.05 100.00%

41.0 95.0
67.0 1232 193.2
5000
165.4
P P
‘ ‘ 222.3 9.50 10.00
s m/z 41.00 91.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67979: Naphthalene, decahydro-1,4a-dimethyl-7-(1-met
109.0
55.0 81.0
5000 — —
9.50 10.00
m/z 109.10 83.58%
0
04 T \‘\‘\‘\“‘\‘\‘M‘ i‘! P
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16959: 1,3-Hexadiene, 3-ethyl-2,5-dimethyl-
67.0
109.0
P P
410 138.0 9.50 10.00
5000 m/z 81.10 78.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16993: Cyclohexane, 1-methyl-4-(1-methylethylidene)- — —
95.0 9.50 10.00
m/z 55.05 78.18%
67.0
5000
41.0 ‘ 138.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF051421.M Thu May 27 13:31:24 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknown9.845 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.845 13.56 ng 426524  Acenaphthene-d10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 64
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 25
3 Phosphetane, 1-chloro-2,2,3,4,4-... 194 C8H16ClOP 029276-11-7 22
4 Triallylsilane 152 C9H16Si 001116-62-7 22
5 Cyclohexane, 1,1',1''-(1-ethanyl... 276 C20H36 055682-86-5 22

Abundance Scan 1319 (9.845 min): BF124086.D\data.ms (- 1317) ) m/z 193.15 100.00%
198.

410 691
100.1
5000
137.2 - L
165.2 9.50 10.00
0 b e 12283 7 69,10 99.49%

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

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0

123.0

o

5000 69.0 90
9.50 10.00

m/z 55.10 90.05%
151.0

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

Abundance #17019: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.alf
41.0

g

67.0 95.0 9.50 10.00
5000 m/z 41.05 86.05%

123.0

) — S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56777: Phosphetane, 1-chloro-2,2,3,4,4-pentamethyl-, 1

e

69.0 9.50 10.00
m/z 109.10 66.54%
41.0 97.0
5000
179.0
126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF051421.M Thu May 27 13:31:25 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknown1©.192 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.192 5.49 ng 172798  Acenaphthene-die 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 43
2 n-Tetracosanol-1 354 C24H500 000506-51-4 43
3 Cyclotetradecane 196 C14H28 000295-17-0 42
4 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 38
5 Cetene 224 C16H32 000629-73-2 30

Abundance Scan 1378 (10.192 min): BF124086.D\data.ms (-1375) (- m/z 57.10 100.00%

57.1 138.0
5000
— —
‘ A ZOTZ 10.00 10.50
0! NWWWW‘M“‘ R ERE S m/z 133.00 98.86%
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosano
43.0
5000 83.0 — —
10.00 10.50
m/z 55.10 87.18%
0 1 1. \H M 1200 16802000 2520 3220364
T \\\\‘\\\\‘\\ \\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
43.0
— —
10.00 10.50
5000 83.0 ITI/Z 43.10 83.59%
LI M | 25 1660 210,0 2520 294.0 3360 M
——— TS e —
m/z--> 50 100 150 200 250 300 350
Abundance #58280: Cyclotetradecane 7 7
55.0 10.00 10.50
m/z 41.10 81.55%
h W
UL mo s
oHH_H‘HMHH_H“HH_HWH — ——
m/z--> 50 100 150 200 250 300 350 10.00 10.50

8270-BF051421.M Thu May 27 13:31:26 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl1®.274 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.274 11.85 ng 372757  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 49
2 5-Hexen-1-0l, 2-(2-methyl-1-prop... 154 C10H180 018675-19-9 22
3 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 18
4 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 069147-03-1 15
5 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 14

Abundance Scan 1392 (10.274 min): BF124086.D\data.ms (-1386) (- m/z 55.00 100.00%
55.0 123.1 193.2

5000

%

— —
2223 10.00 10.50
m/z 69.10 95.16%

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

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0

¥

123.0

5000 69.0 950 — “

10.00 10.50

m/z 193.20 87.92%
151.0

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

Abundance #26828: 5-Hexen-1-ol, 2-(2-methyl-1-propenyl)-

3

69.0
41.0 T T
123.0 10.00 10.50
5000 : m/z 123.05 86.06%
L0 g 550
P R -
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #16970: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl- —— ——
81.0 10.00 10.50

123.0 m/z 41.10 85.09%
= ﬂkwwMWW$JmkMMWﬂMNM
m/z--> 20 40 o60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF051421.M Thu May 27 13:31:26 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.310 5.21 ng 163902  Acenaphthene-die 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 74
2 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 50
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 43
4 2(1H)-Naphthalenone, octahydro-4... 194 C13H220 054699-31-9 30
5 3,5-Diamino-6-[2-thienyl]-1,2,4-... 193 C7H7N5S 058848-66-1 25

Abundance Scan 1398 (10.310 min): BF124086.D\data.ms (-1395) (-  m/z 193.20 100.00%
41.0 198.2

5000

T 7
2323 10.00 10.50

m/z 41.00 94.55%

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

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0

123.0
5000 69.0 950 — ——
10.00 10.50
m/z 55.05 86.96%
‘ ‘ 151.0
| Al \‘ \“ “ ‘ L | \‘
‘\\\\‘\\\\‘\ \\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthe
69.0 95.0 128.0 207.0

o

— —
10.00 10.50
5000 m/z 81.10 70.03%

151.0
,,
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240

Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0 10. 00 10 50

m/z 69.10 69.32%

5000 55.0
109.0
81.0
29.0

1370
\h‘ 1] \‘ \‘M H‘ i \ Al \\1630 222.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

o

o

8270-BF051421.M Thu May 27 13:31:27 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 2,6-Naphthalenedione, octah... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.345 15.90 ng 499938  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-17-5 53
2 Pyridine-3-carboxylic acid, 1-[(... 290 C15H18N204 1000310-27-9 47
3 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 47
4 Cyclopentene, 1,3-dimethyl-2-(1-... 138 C10H18 061142-32-3 47
5 2-Fluorobenzoic acid, 2,2-dimeth... 210 C12H15F02 1000278-97-0 47

Abundance Scan 1404 (10.345 min): BF124086.D\data.ms (-1401) (-  m/z 123.10 100.00%

1238.1
55.1
5000
207.2
— —r
311 10.00 10.50
1691
0 o “ | 2 Ll w/z 55.10  65.46%
miz--> 50 100 150 200 250
Abundance #67754: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth:
123.0
208.0
5000 — e
69.0 10.00 10.50
m/z 41.05 46.97%
66.0
I Il \MH\H\ dll b L
o‘”““ HH\M H\ ) \F‘H‘H\‘\HH‘HH‘
miz--> 50 100 150 200 250
Abundance #135967: Pyridine-3-carboxylic acid, 1-[(bicyclo[4.1.0]hep
128.0
— —r
550 10.00 10.50
5000 m/z 69.10 43.31%
0 ‘\‘H \h‘\‘ \L HQ%;O ‘ 153'0 20\8-0 259.0299'(: MMM
I s L i LR
miz--> 50 100 150 200 250
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthe P P
69.0 128.0 207.0 10.00 10.50
' m/z 81.10 40.80%
pezo | ||
o””_\‘w\«mwm_‘u‘_m .
m/z--> 50 100 150 200 250 10.00 10.50

8270-BF051421.M Thu May 27 13:31:28 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Octane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.857 13.22 ng 393103 Phenanthrene-d10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 64
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 62
4 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 53
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 53

Abundance Scan 1491 (10.857 min): BF124086.D\data.ms (-1488) (- m/z 57.10 100.00%
57.1

5000 M
85.1 1131 T T
184.1 10.50 11.00
- u!“ . N“ oo I3 72092 2432 L 7118 57.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19194: Octane, 2,6-dimethyl-
57.0
5000 — —
10.50 11.00
1130 m/z 43.10 56.71%
27.0 85.0
O\‘\‘\‘\\“‘\\\M‘\\h}\‘\\\\‘\\1\‘\\]\-\4"2\\0\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
P P
10.50 11.00
5000 m/z 41.10  30.27%
290 85.0
113.0
0,14101§30
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71408: Dodecane, 2,6,11-trimethyl- — ‘ ‘
43.0 71.0 10.50 11.00
m/z 55.10 23.02%
5000
0‘1410169?1970 - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 3-Methyl-4-(methoxycarbonyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.039 11.63 ng 146148 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1000104-10-8 95
2 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 64
3 Tritetracontane 605 C43H88 007098-21-7 64
4 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 64
5 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 59

Abundance Scan 2372 (16.039 min): BF124086.D\data.ms (-2367) (- m/z 57.10 100.00%

57.1
5000
16.00 |
26.0 :
0l kbbbl Mwm%?w?ﬁemgﬂ}%‘ B e m/z 71,05 51.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #49280: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic a
571.0
25.0
5000 —— :
16.00
m/z 43.10 44.70%
O\\\\‘ \1’
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #161090: Sulfurous acid, butyl tridecyl ester
57.0
T \
16.00
5000 ITI/Z 85.15 34.67%
183.0
OJ.MM.JM-O, J\/\WM
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane T
57.0 16.00
m/z 55.00 30.30%
0 | .‘j 127.0197.0 267.0337.0  463.0 533.0 604.(
e e e e T T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 16.00

8270-BF051421.M Thu May 27 13:31:29 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl6.556 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.556 8.66 ng 108732 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 30
2 Hexadecane 226 C1l6H34 000544-76-3 18
3 Tetracosane 338 (C24H50 000646-31-1 18
4 2,2-Dimethylpropionic acid, 4-me... 186 C11H2202 150588-62-8 14
5 Tetratetracontane 619 C44H90 007098-22-8 14
Abundance Scan 2460 (16.556 min): BF124086.D\data.ms (-2457) (- m/z 57.10 100.00%
57.1
5000
1111 50 ‘
| |] ‘ [, 570 2082 2701 3303 40, 16.50
o] — ‘\ HU " I‘u \mmm um\n\um Hm\‘wl \‘ Ll “W‘MH i ‘u‘ " ‘\\‘\’ N ‘ " m/Z 43.05 45.98%
mlz--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57.0
5000 —— :
16.50
m/z 71.10 33.45%
oL LI} 191018300050 2620
\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #83027: Hexadecane
57.0
T \
16.50
5000 m/z 85.10 22.20%
9.0
olag [l L[ pmommsoz60
miz--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane T ‘
57.0 16.50
m/z 55.00 16.95%
5000
41.0 338.0
A w\ om0 oo 980 -
m/z--> 50 100 150 200 250 300 350 400 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl7.174 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.174 7.97 ng 100076 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 47
2 Decane 142 C1eH22 000124-18-5 43
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 38
4 2-Thiopheneacetic acid, 4-tridec... 324 C19H3202S 1000280-66-8 38
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 38
Abundance Scan 2565 (17.174 min): BF124086.D\data.ms (-2562) (1 m/z 57.10 100.00%
57.1
5000
7.1
169.3 — ——
‘ ‘ \Hﬂl ‘ 219325812041 337, 17.00 17.50
oLb— ‘\‘\H“ ‘m“\“‘\“\\\}\‘\ ‘m‘\\’\Hl“d“H}M\\\M‘M\ \‘\H \H\“M‘ul‘ \‘\ Ll m/z 71.1@ 62.04%
miz-> 5 100 150 200 250 300
Abundance #119525: 1-Decanol, 2-octyl-
57.0
5000 — ——
7.0 17.00 17.50
m/z 85.10 40.83%
0 Mh‘m M%qu “‘%ﬁ%O““““
miz--> 50 100 150 200 250 300
Abundance #19156: Decane
57.0
—— —
17.00 17.50
5000 m/z 43.05 34.75%
990
pag [ LI P20 20
miz--> 50 100 150 200 250 300
Abundance #48894: Decane, 2,3,5-trimethyl- — —
57.0 17.00 17.50
m/z 97.10 33.89%
5000
09.0 141.0
Nz N e S
m/z--> 50 100 150 200 250 300 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124086.D

Acqg On : 27 May 2021 3:10
Operator : JU/CG

Sample : M2519-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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|
Butane, 2-metho... 2.169 7.1 ng 120616 1 6.892 341466 20.0
2-Pentanone, 4-... 5.098 3.7 ng 62827 1 6.892 341466 20.0
Decahydro-4,4,8... 9.333 4.8 ng 152103 3 9.933 629044 20.0
2-Pentanone, 4-... 9.645 12.3 ng 387297 3 9.933 629044 20.0
unknown9.698 9.698 3.1 ng 97496 3 9.933 629044 20.0
unknown9.745 9.745 3.2 ng 100453 3 9.933 629044 20.0
unknown9.804 9.804 8.0 ng 250114 3 9.933 629044 20.0
unknown9.827 9.827 2.0 ng 64168 3 9.933 629044 20.0
unknown9. 845 9.845 13.6 ng 426524 3 9.933 629044 20.0
unknown10.192 10.192 5.5 ng 172798 3 9.933 629044 20.0
unknownl10.274 10.274 11.9 ng 372757 3 9.933 629044 20.0
Decahydro-8a-et... 10.310 5.2 ng 163902 3 9.933 629044 20.0
2,6-Naphthalene... 10.345 15.9 ng 499938 3 9.933 629044 20.0
Octane, 2,6-dim... 10.857 13.2 ng 393103 4 11.433 594754 20.0
3-Methyl-4-(met... 16.039 11.6 ng 146148 6 15.562 251236 20.0
unknownl16.556 16.556 8.7 ng 108732 6 15.562 251236 20.0
unknownl7.174 17.174 8.0 ng 100076 6 15.562 251236 20.0
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