LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc . WC-14A-1A-10-G

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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128794.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.446 534 537 546 rBV 350056 361980 32.32% 4.154%
2 6.463 705 710 716 rBV 372336 372962 33.30% 4.280%
3 6.804 765 768 774 rVB 505339 424560 37.91% 4.872%
4 7.369 861 864 867 rVB 261838 211644 18.90%  2.429%
5 8.092 981 987 990 rBV 600438 515026 45.99% 5.910%
6 8.145 993 996 999 rvB2 57460 57972 5.18% 0.665%
7 8.381 1028 1036 1040 rBV7 53837 102025 9.11% 1.171%
8 8.510 1055 1058 1060 rBV 91495 78981 7.05% 0.906%
9 8.628 1075 1078 1081 rBV3 59222 72197 6.45% 0.828%
10 8.834 1107 1113 1116 rBv4 52933 87651 7.83% 1.006%
11 8.863 1116 1118 1121 rBV4 41380 48977 4.37% 0.562%
12 8.969 1133 1136 1139 rBV4 57071 76259 6.81% 0.875%
13 9.110 1158 1160 1164 rVB 169846 126715 11.31% 1.454%
14 9.163 1166 1169 1174 rVV 491107 433300 38.69% 4.972%
15 9.251 1180 1184 1186 rBV3 91446 117246 10.47%  1.345%
16 9.551 1233 1235 1236 rBV 194076 154889 13.83% 1.777%
17 9.569 1236 1238 1240 rVB 232638 172996 15.45%  1.985%
18 9.716 1260 1263 1265 rBv4 107822 124766 11.14% 1.432%
19 9.757 1267 1270 1273 rVB 224791 191284 17.08% 2.195%
20 9.828 1280 1282 1283 rBV 67441 51324 4.58% 0.589%

21 9.851 1283 1286 1289 rVB 582675 499638 44.61%
22 9.886 1289 1292 1296 rBV5 61923 111058 9.92%
23 10.104 1326 1329 1332 rBV4 105836 133594 11.93%
24 10.257 1352 1355 1359 rBV3 150059 165591 14.79%
25 10.304 1361 1363 1366 rBv4 80550 83200 7.43%

ORrR R REWUV
Ul
w
w
3R

26 10.498 1393 1396 1400 rVB 344124 341678 30.51%  3.921%
27 10.645 1418 1421 1423 rBV 253969 278666 24.88%  3.198%
28 10.769 1438 1442 1445 rBV 1097069 1119916 100.00% 12.851%
29 11.239 1518 1522 1526 rVB 1127889 1087243 97.08% 12.476%
30 11.345 1537 1540 1544 rBV 684128 715670 63.90%  8.212%

31 11.592 1579 1582 1584 rBV 408051 395501 35.32% 4.538%

Sum of corrected areas: 8714509
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc . WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128794.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 5-Ethyldecane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.145 2.25 ng 57972  Naphthalene-d8 8.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Ethyldecane 170 C12H26 017302-36-2 72
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 72
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 64
4 Tetradecane 198 C14H30 000629-59-4 53
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53
Abundance Scan 996 (8.145 min): BF128794.D\data.ms (-993) (-) m/z 57.10 100.00%
57.1
- WM
R R SRRREE
‘ | L 98.0 14‘9-1 7.80 8.00 8.20 8.40
Ol 78O i B2 L m/z 43.10  47.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45482: 5-Ethyldecane
57.0
5000 L L B I B LA BN R I
7.80 8.00 8.20 8.40
85.0 m/z 71.10  33.89%
112.0 140.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
A T
7.80 8.00 8.20 8.40
5000 m/z 41.10 24.74%
0 77.0 140.0 184.0
R R R R e R L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59066: Undecane, 2,5-dimethyl- T
57.0 7.80 8.00 8.20 8.40
m/z 56.10 15.97%
- MM
29.0 112.0
S A - L NS T B ottt Al
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40

8270-BF060222.M Tue Jun 14 15:52:56 2022

Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown8.381 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.381 3.96 ng 102025 Naphthalene-d8 8.092

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone, 3-methyl-2-(2-pe... 166 C11H180 007051-39-0 46
2 Cyclohexane, hexyl- 168 C12H24 004292-75-5 46
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 43
4 3,7-Decadiene, 2,9-dimethyl- 166 C12H22 074630-13-0 43
5 1,2,4-Triazol-1-ylacetic acid 127 C4H5N302 028711-29-7 38
Abundance Scan 1036 (8.381 min): BF128794.D\data.ms (-1028) (-) m/z 55.10 100.00%
55.1 83.1
137.1 177.2
Do
107.1 8.00 8.20 8.40 8.60 8.80
0 m/z 83.10 89.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #41432: Cyclopentanone, 3-methyl-2-(2-pentenyl)-
83.0
5000 I N B R
41.0 8.00 8.20 8.40 8.60 8.80
124.0 166.0 m/z 82.10 68.19%
07 3 ‘\“\\‘p\“‘\“\\‘%‘\4'\#\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83.0
S
8.00 8.20 8.40 8.60 8.80
5000 55.0 m/z 41.10 60.10%
; 29.0 111.0 1400 020 W
R e e I e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20733: Cyclohexane, (2-methylpropyl)- R RRRE s e
55.0 8.00 8.20 8.40 8.60 8.80
83.0
m/z 57.05 42.20%
5000
27.0
T &
0 “ el e e e e e
m/z--> 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\

Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc . WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Undecane, 2,6-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.510 3.07 ng 78981 Naphthalene-d8 8.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 83
2 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 83
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 72
4 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 64
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64
Abundance Scan 1058 (8.510 min): BF128794.D\data.ms (-1055) (-) m/z 57.10 100.00%
57.1
20 W
ARamassE TR
H 85.0 113.1 1551 8.20 8.40 8.60 8.80
0L el el [ 23801851 1822 000 10 67.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 L B LR B B
8.20 8.40 8.60 8.80
m/z 43.10 54.12%
29.0 H 98.0
0 \\\‘\‘H\\“\\\\‘\\H\\‘H\\\“‘\\\H\‘\\\1\4"]-\\0\\‘\\\%‘8\4'\0\
miz--> 60 80 100 120 140 160 180
Abundance
57.0
R A mamaE R
8.20 8.40 8.60 8.80
5000 m/z 41.10 37.34%
0 850 1120 141.0 JWVJWWW
R I B R A RRmmma
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22107: Octane, 2,6-dimethyl- R EmaaE R
57.0 8.20 8.40 8.60 8.80
m/z 56.05 21.56%
5000
29.0 113.0
85.0
“ \‘\ \‘ ‘ 1420
0 “ R e R R R R e T
m/z--> 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc . WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 7-Tetradecene, (E)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.628 2.80 ng 72197 Naphthalene-d8 8.092

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Tetradecene, (E)- 196 C14H28 041446-63-3 68
2 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 68
3 7-Tetradecene, (Z)- 196 C14H28 041446-60-0 62
4 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 58
5 5-Tetradecene, (E)- 196 C14H28 041446-66-6 50
Abundance Scan 1078 (8.628 min): BF128794.D\data.ms (-1075) (-) m/z 69.05 100.00%
69.0
41.1
5000
1111
R AANEEEREY
‘ 151.1 196.2 8.40 8.60 8.80 9.00
S ] m/z 41.10 78.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71753: 7-Tetradecene, (E)-
55.0
83.0
5000 290 L B I L LI LN B
8.40 8.60 8.80 9.00
m/z 55.10 72.37%
111.0 196.0
0 || 1400 1680
N \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
R AANEEEREY
8.40 8.60 8.80 9.00
5000 83.0 m/z 56.05 53.99%
111.0
196.0
L N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71751: 7-Tetradecene, (2)- R EaARREEEEEE
55.0 8.40 8.60 8.80 9.00
m/z 83.10 53.53%
5000 29.0 83.0
111.0 196.0
0 ‘ ‘ | | 1400 1680 |
R AREAR e e R RS RRRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 unknown8.834 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.834 3.40 ng 87651  Naphthalene-d8 8.092

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone, 2-methyl-3-(1-me... 140 C9H160 054549-81-4 35
2 Cyclooctane, butyl- 168 C12H24 016538-93-5 27
3 4-Allyl-1,6-heptadiene-4-0l 152 C1@H160 010202-75-2 27
4 4H-Pyran-4-one, 2-methoxy-6-methyl- 140 C7H803 004225-42-7 27
5 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 27
Abundance Scan 1113 (8.834 min): BF128794.D\data.ms (-1107) (-) m/z 69.10 100.00%
69.1
41.1 179.2
5000
S RARRMEEE
8.60 8.80 9.00 9.20
(o} m/z 55.10 72.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21626: Cyclopentanone, 2-methyl-3-(1-methylethyl)-
41.0 69.0
5000 L L I L LI L B
97.0 8.60 8.80 9.00 9.20
140.0 m/z 41.10  66.63%
O\\\‘\\\\“\\‘\ ’
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
69.0
111.0 T RRRmEESE
8.60 8.80 9.00 9.20
5000 m/z 179.15 66.52%
41.0
Ot el e el e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29179: 4-Allyl-1,6-heptadiene-4-ol e REEaRE R
69.0 8.60 8.80 9.00 9.20
41.0 m/z 57.05 48.51%
5000
111.0
0 14.0 L bl gl N 134.0
R B B e R ARRRRA RS R ARREaEEEE TR
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 unknown8.969 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.969 2.96 ng 76259  Naphthalene-d8 8.092

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]heptane, 2-methyl-... 180 C13H24 055937-92-3 46
2 2-(2-Hydroxycycloheptyl)-furan 180 C11H1602 1000145-02-9 30
3 5-Tetradecene, (E)- 196 C14H28 041446-66-6 30
4 cis, cis-3-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-42-2 30
5 trans,trans-2,8-Dimethylspiro[5.... 180 C13H24 095530-76-0 25

Abundance Scan 1136 (8.969 min): BF128794.D\data.ms (-1133) (-) m/z 69.05 100.00%

T
8.60 8.80 9.00 9.20
01 m/z 55.10 89.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #55027: Bicyclo[4.1.0]heptane, 2-methyl-7-pentyl-
81.0
5000 55.0 T T T T T T T T T
109.0 8.60 8.80 9.00 9.20
’ 180.0 m/z 81.10 85.83%
‘ H | 137.0
0+ 1\‘\”\“\1\\‘\H\”‘HH‘HH‘HHH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95.0
T
8.60 8.80 9.00 9.20
5000 180.0 m/z 57.10 84.23%
410 152.0
- 610 123.0
1 MANEEISL AR R 1 AN N NS S RS (R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71745: 5-Tetradecene, (E)- T
55.0 8.60 8.80 9.00 9.20
m/z 41.05 83.18%
5000 83.0
29.0
111.0
N 177 1300 1680 1960
A e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\

Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

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

Peak Number 7 Dodecane, 2,7,10-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.110 5.07 ng 126715  Acenaphthene-die 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 87
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
Abundance Scan 1160 (9.110 min): BF128794.D\data.ms (-1158) (-) m/z 57.10 100.00%
57.1
8.80 9.00 9.20 9.40
97.1 127.2 . . . .
U ll \“\ A \‘\ ul 159. 1188 2 )
O bbb e e e e e m/z 71.10 69.24%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 L B LR B B
8.80 9.00 9.20 9.40
m/z 43.10 55.32%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
R RRmaEEE e
8.80 9.00 9.20 9.40
5000 m/z 41.10 44.19%
113.0
o 210 154,0183.0 253.0282.(
T T e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90207: Dodecane, 2,6,10-trimethyl- R mmmma
57.0 8.80 9.00 9.20 9.40
m/z 85.10 29.23%
5000
97.0 127.0
m/z--> 20 40 60 80 100120140160180200220240260280 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\

Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 Pentadecafluorooctanoic aci... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.251 4.69 ng 117246  Acenaphthene-di10 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, do... 582 C20H25F1502 1000406-04-2 74
2 6-Tetradecene, (E)- 196 C14H28 041446-64-4 64
3 7-Tetradecene, (E)- 196 C14H28 041446-63-3 64
4 3-Dodecene, (Z)- 168 C12H24 007239-23-8 60
5 7-Tetradecene, (Z)- 196 C14H28 041446-60-0 58
Abundance Scan 1184 (9.251 min): BF128794.D\data.ms (-1180) (-) m/z 57.10 100.00%
57.1
125.1
R R E
‘ \ ”“ ‘ H } 193.3 9.00 9.20 9.40 9.60
0l “,“iuh“h Lk bl ‘M‘H_m_wmm_m_ m/z 55.18  87.59%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #345731: Pentadecafluorooctanoic acid, dodecyl ester
43.C
5000 L B I L I LN B
9.00 9.20 9.40 9.60
m/z 43.10 72.28%
1680
ol m 231. 02810 369.0 455,
\\\’\\\\‘ ‘\\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55.0
R R E
9.00 9.20 9.40 9.60
5000 m/z 69.10 69.32%
111.0 196.0
1
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #71753: 7-Tetradecene, (E)- B ARmESEE R
55.0 9.00 9.20 9.40 9.60
m/z 41.10 64.35%
g e
0 H‘u,m”w‘wuwH‘“"‘H_m_‘wmw””w .
m/z--> 50 100 150 200 250 300 350 400 450 9.00 9.20 9.40 9.60

8270-BF060222.M T

ue Jun 14 15:53:04 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc . WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 1H-Indene, octahydro-2,2,4,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.551 6.20 ng 154889  Acenaphthene-di10 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 53
2 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 47
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
4 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 37
5 2-Anthracenamine 193 C14H11N 000613-13-8 27

Abundance Scan 1235 (9.551 min): BF128794.D\data.ms (-1233) (-) m/z 193.20 100.00%

198.2
55.1
5000 83.1 1231
T \
161.1 950
0! : Lp4fr m/z 55.10 50.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
690 193.0
' 123.0
41.0
5000 —— :
95.0 950
m/z 41.10 49.31%
O TTT ‘ \‘\‘\ \““\ T \‘L“\ \H‘M \‘\‘H“ \‘\H\ T “1 TT \“‘]\_\5\2\.(‘)\ TTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
123.0 193.0
T \
41.0 9.50 o
5000 83.0 m/z 69.10 45 .84%
o 165.0 MMA/\WNM
R e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone — ‘
193.0 9.50
m/z 83.10 41.44%
123.0
5000
150.0
95.0
o270 20 eo0 | L —
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50

8270-BF060222.M Tue Jun 14 15:53:05 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.569 6.92 ng 172996  Acenaphthene-di10 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Heptacosane 380 C27H56 000593-49-7 86
4 Octacosane 394 (C28H58 000630-02-4 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 1238 (9.569 min): BF128794.D\data.ms (-1236) (-) m/z 57.10 100.00%
57.1
T \
‘ 141.1 2119 9.50
ol b b e e M/z 71.10 84.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — :
9.50
m/z 43.10 84.12%
ol | 1 || 127.0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\\H‘\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
T \
9.50
5000 m/z 85.10 40.46%
127.0198.0
Ot e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287976: Heptacosane T ‘
57.0 9.50

m/z 41.10 20.33%

- WW

T e e e T T T T T T T T T T —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 9.50

8270-BF060222.M Tue Jun 14 15:53:06 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 7-Hexadecene, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.716 4.99 ng 124766  Acenaphthene-die 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 55
2 Cyclohexadecane 224 C16H32 000295-65-8 55
3 Dichloroacetic acid, 4-hexadecyl... 352 C18H34C1202 1000282-98-1 53
4 Cyclododecane 168 C12H24 000294-62-2 50
5 Cetene 224 C16H32 000629-73-2 49

Abundance Scan 1263 (9.716 min): BF128794.D\data.ms (-1260) (-) m/z 41.10 100.00%

41,1 | 69.1
5000
—— —
9.50 10.00
0+ m/z 55.10 98.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104597: 7-Hexadecene, (Z)-
55.0
83.0
5000 — ——
9.50 10.00
29.0 9
111.0 m/z 43.10 93.52%
N 1400 1670 1960 2240
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55-0 83.0
—— —
9.50 10.00
5000 m/z 69.10 87.55%
29.0 111.0
139.0 167.0 196.0 224.0
O e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #261360: Dichloroacetic acid, 4-hexadecyl ester —— ——
55.0 9.50 10.00
83.0 m/z 57.10  83.79%
5000
111.0
29.0 224.0
0 | |1400 168.0 1960 |
1 i e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF060222.M Tue Jun 14 15:53:07 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc . WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 unknown9.757 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.757 7.66 ng 191284  Acenaphthene-di10 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 38
2 (2,4-Dimethylcyclohexyl)methanol... 142 C9H180 1000499-02-7 27
3 Cyclohexane, 2,4-diisopropyl-1,1... 196 C14H28 1000149-60-5 27
4 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 22
5 (2,4,6-Trimethylcyclohexyl) meth... 156 C1@H200 013702-56-2 22

Abundance Scan 1270 (9.757 min): BF128794.D\data.ms (-1267) (-) m/z 193.20 100.00%

193.2
41.1
69.1 971
5000
123.1
e —
9.50 10.00
165.2 224.2
0 ‘NN‘Jhﬂh‘wm‘m“““w‘h“mf m/z 41.10  78.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69268: Cyclododecanone, 2-methylene-
41.0
67.0
5000 —r— —
95.0 9.50 10.00
123.0 m/z 55.10 76.50%
1510 19‘4'0
0 \“M\‘H“M\‘\‘M‘\‘\H‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69.0
—— —
109.0 9.50 10.00 .
5000 m/z 69.10 74.73%
41.0
0 15.0
A R o B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #71778: Cyclohexane, 2,4-diisopropyl-1,1-dimethyl- —— ——
410 @90 97.0 9.50 10.00
m/z 97.10 69.44%
5000
153.0
. L0 |y
! A e P ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF060222.M Tue Jun 14 15:53:08 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc . WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Oxalic acid, allyl hexadecy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.104 5.35 ng 133594  Acenaphthene-di10 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 58
2 Undecane, 5-cyclohexyl- 238 C17H34 013151-80-9 47
3 Nonadecane 268 C19H40 000629-92-5 30
4 Hexadecane 226 C16H34 000544-76-3 30
5 Hexacosane 366 C26H54 000630-01-3 30

Abundance Scan 1329 (10.104 min): BF128794.D\data.ms (-1326) (- m/z 57.10 100.00%
57.1

5000 133.1 wﬂv
1000 1050
204.2 : :
0“HJMHM_J‘L‘WMWHW&WWMEWﬁEWMMWW\ﬁ%%ﬁ%‘wu“ m/z 55.10 84.80%
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #263801: Oxalic acid, allyl hexadecyl ester
41.0
5000 — T
71.0 10.00 10.50
m/z 43.10 76.69%

o

111090269(
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
57.0

T
10.00 10.50

5000 97.0 m/z 41.10 76.57%
29.0 154.0
125.0 181.0
O H T P T T T T T T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #158598: Nonadecane T ——
57.0 10.00 10.50

m/z 71.10 70.22%

85.0
5000
29.0
\‘ \ I M‘\ HH\ \H\ ‘\‘11\? 0141 0169 0197.0 268 ¢

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 1-Butanone, 1-bicyclo[4.1.0... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.257 6.63 ng 165591  Acenaphthene-di10 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanone, 1-bicyclo[4.1.0]hept... 166 C11H180 054764-62-4 53
2 N-[1-(4-Chlorobenzyl)-2-oxoazepa... 374 C20H20C1FN202 1000481-70-9 47
3 1-Trimethylsilylpent-1-en-4-yne 138 C8H14Si 079516-25-9 47
4 Phorone 138 C9H140 000504-20-1 46
5 Pyridine, 1,2,3,6-tetrahydro-1-(... 153 C9H15NO 057150-46-6 43
Abundance Scan 1355 (10.257 min): BF128794.D\data.ms (-1352) (| m/z 123.10 100.00%
123.1
5000 55.1
207.2
: : ——
‘ 169.1 10.00 10.50
0 A, “M b ““‘m‘u e M/Z 55.10  45.49%
miz--> 50 100 150 200 250 300 350
Abundance #41427: 1-Butanone, 1-bicyclo[4.1.0]hept-7-yl-
123.0
5000 —r ——
55.0 166.0 10.00 10.50
m/z 69.10 36.70%
O\\\“‘\“‘\“‘\“\HH‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance
123.0
—— —
10.00 10.50
5000 m/z 41.10 33.56%
207.0
o410 8z.0 166.0 251.0 3110 374(
e
m/z--> 50 100 150 200 250 300 350
Abundance #20108: 1-Trimethylsilylpent-1-en-4-yne T —
123.0 10.00 10.50
m/z 81.10 33.44%
5000
43.0 3
m/z--> 50 100 150 200 250 300 350 10.00 10.50

8270-BF060222.M Tue Jun 14 15:53:10 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc . WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 1-Tetradecene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.304 3.33 ng 83200  Acenaphthene-di1e 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 53
2 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 25
3 3-Methyl-2-(2-oxopropyl)furan 138 C8H1002 087773-62-4 25
4 Tetradecane, 1-chloro- 232 C14H29Cl1 002425-54-9 25
5 Dichloroacetic acid, 4-tridecyl ... 310 C15H28C1202 1000280-64-3 25

Abundance Scan 1363 (10.304 min): BF128794.D\data.ms (-1361) (- m/z 57.10 100.00%
57.1

5000

-

137.2

\‘ R
175.2 203.2 231.3 10.00 10.50

0! m/z 55.10 84.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71726: 1-Tetradecene MWJ\
41.0
69.0
5000 ‘\ —
97.0 10.00 10.50

m/z 41.10 67.24%

1250 1680196.0

O\‘HH‘M\“\H\‘HH‘\\H‘HH‘HH‘\\H‘HH‘H\\‘HH‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
— —
10.00 10.50
5000 83.0 m/z 43.10 53.57%
29.0
111.0
139.0 168.0 210.0238.0
O e e e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19968: 3-Methyl-2-(2-oxopropyl)furan “ —
57.0 10.00 10.50
m/z 71.10 50.00%
5000 95.0
| || e
N = s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Undecane, 3,5-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.498 13.68 ng 341678 Acenaphthene-d10 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 81
2 Heneicosane 296 C21H44 000629-94-7 80
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 76
4 Pentadecane 212 C15H32 000629-62-9 72
5 Undecane, 5-ethyl- 184 C13H28 017453-94-0 72
Abundance Scan 1396 (10.498 min): BF128794.D\data.ms (-1393) (- m/z 57.10 100.00%
57.1
5000 %JLJNJkﬁAﬂﬁhﬂhﬂdeﬂ
——
‘ H ‘99'1 1411 183.2 1050
ol b A | g 1411 1832 2253 m/z 71.10  46.73%
miz--> 50 100 150 200 250
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
5000 T
10.50
m/z 43.10 44.89%
99.0
0 \Z\QL\O‘\L“‘\W\“\“ \“\\\15“5\.0\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance
57.0
——
10.50
5000 m/z 41.10 23.19%
99.0
0l15.0 141.0 183.0 225.0 296.(
e T
m/iz--> 50 100 150 200 250
Abundance #59061: Undecane, 3,6-dimethyl- ——
57.0 10.50
m/z 85.10 22.70%
h NWJJ
oLzsol ||| BP0 w0 -
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\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Tridecane, 5-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.769 31.30 ng 1119920  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 93
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
3 Tridecane 184 C13H28 000629-50-5 83
4 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 83
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 81

Abundance Scan 1442 (10.769 min): BF128794.D\data.ms (-1438) (-} | m/z 57.10 100.00%

57.1
5000
85.1

—
1131 183.2 10.50 11.00

W2 121322442 m/z 71.10  72.41%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #107223: Tridecane, 5-propyl-
57.0

o

5000 T ——
10.50 11.00
85.0 m/z 43.10 57.72%
112.0
O ‘?\’(\)\.9“{ T \h\“ T \H} T T \“‘ T U\ ‘ \‘\J\-\4.‘]-\.\OH ‘ T }‘?‘\8‘3\.(\)\ ‘ T \2\‘2\6\.\\0‘ TTTT ‘ TTT
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance
57.0
—— —
10.50 11.00
5000 ITI/Z 85.10 29.17%
85.0
29.0
. 11301410  183.09110239.0
[ e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59025: Tridecane T —
57.0 10.50 11.00

m/z 41.10  28.44%

5000
29.0 85.0
|

‘\ H\ \‘ ‘ \\1130‘1410 184.0

T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 10.50 11.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Tridecane, 7-hexyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.239 30.38 ng 1087240  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 90
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 1522 (11.239 min): BF128794.D\data.ms (-1518) (- m/z 57.10 100.00%

57.1
5000 85.1

—r
h 113.1 11.00 11.50

1411 1832
b L R Y2291 2631 1 10 75, 05%

m/z--> 20 40 60 80 100120140160180200 220240260280
Abundance #158602: Tridecane, 7-hexyl-
57.0
29.0

o

5000 85.0 T T T
11.00 11.50
182.0 m/z 43.10  49.52%
113.0
ol a0 H 211.0240.0268.0
‘HH‘HH‘HH‘\\H‘HH‘HH‘HH’HH’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240 260280
Abundance
57.0
— —
11.00 11.50
5000 85.0 m/z 85.10 43.13%
29.0
. 113.0 155.01g3 g 225.0
T [ P P A e e T T T
m/z--> 20 40 60 80 100120140160 180200220240 260280
Abundance #228591: Tetradecane, 1-iodo- 7 7
57.0 11.00 11.50

m/z 41.10  29.79%

5000 85.0 ﬂvaﬂijNAfﬂwf”wﬂVh

L L | Hlﬁo 1850 197.0
Il i |

7 ‘
m/z--> 20 40 60 80 100120140160180200220 240260280 11.00 11.50

o

8270-BF060222.M Tue Jun 14 15:53:14 2022 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc . WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.592 11.05 ng 395501  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 1582 (11.592 min): BF128794.D\data.ms (-1579) (- m/z 57.10 100.00%
57.1
5000 LM
9.1 il%d T
141.1 .
210 2
[— L Lol y 2202 26033003 n. 7110 78.44%
miz--> 50 100 150 200 250 300 350
Abundance #45480: Dodecane
57.0
5000 — :
11.50
F m/z 43.10 72.07%
170.0
Ol\5\d\‘“‘\“‘\‘\“‘\H\‘\\‘\1\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T \
11.50
5000 m/z 85.10 46.75%
99.0
0150 141.0183.0225.0267.0309.0  380.(
e e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #45506: Decane, 3,6-dimethyl- T
57.0 11.50
m/z 41.10 24.27%
5000 W
o e o
m/z--> 50 100 150 200 250 300 350 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061322\
Data File : BF128794.D

Acqg On : 13 Jun 2022 20:16

Operator : CG\JU

Sample : N3304-02 2X

Misc . WC-14A-1A-10-G

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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|
5-Ethyldecane 8.145 2.3 ng 57972 2 8.092 515026 20.0
unknown8.381 8.381 4.0 ng 102025 2 8.092 515026 20.0
Undecane, 2,6-d... 8.510 3.1 ng 78981 2 8.092 515026 20.0
7-Tetradecene, 8.628 2.8 ng 72197 2 8.092 515026 20.0
unknown8. 834 8.834 3.4 ng 87651 2 8.092 515026 20.0
unknown8.969 8.969 3.0 ng 76259 2 8.092 515026 20.0
Dodecane, 2,7,1... 9.110 5.1 ng 126715 3 9.851 499638 20.0
Pentadecafluoro... 9.251 4.7 ng 117246 3  9.851 499638 20.0
1H-Indene, octa... 9.551 6.2 ng 154889 3  9.851 499638 20.0
Tetratetracontane 9.569 6.9 ng 172996 3 9.851 499638 20.0
7-Hexadecene, (Z)- 9.716 5.0 ng 124766 3 9.851 499638 20.0
unknown9.757 9.757 7.7 ng 191284 3 9.851 499638 20.0
Oxalic acid, al... 10.104 5.3 ng 133594 3 9.851 499638 20.0
1-Butanone, 1-b... 10.257 6.6 ng 165591 3 9.851 499638 20.0
1-Tetradecene 10.304 3.3 ng 83200 3 9.851 499638 20.0
Undecane, 3,5-d... 10.498 13.7 ng 341678 3 9.851 499638 20.0
Tridecane, 5-pr... 10.769 31.3 ng 1119920 4 11.345 715670 20.0
Tridecane, 7-he... 11.239 30.4 ng 1087240 4 11.345 715670 20.0
Dodecane 11.592 11.1 ng 395501 4 11.345 715670 20.0
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