LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1050-01 2X

Misc :

ALS Vvial : 22 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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126552.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.787 280 289 295 rVB 67412 105579 1.85% 0.309%
2 5.392 558 562 575 rVB 765424 743466 13.00% 2.176%
3 6.410 732 735 745 rBV 728674 774287 13.54% 2.267%
4 6.781 794 798 801 rBV 697682 564275 9.87% 1.652%
5 7.339 890 893 896 rVB 550614 415387 7.26% 1.216%
6 7.433 904 909 912 rBV3 129548 162190 2.84% 0.475%
7 7.551 923 929 930 rBV5 49409 71640 1.25% 0.210%
8 7.592 933 936 938 rVB2 90638 86261 1.51% ©.253%
9 7.680 944 951 953 rBV4 81775 166401 2.91% 0.487%
106 7.704 953 955 960 rVB3 109356 148159 2.59% 0.434%
11  7.839 974 978 981 rVB2 105067 123027 2.15% 0.360%
12 7.886 984 986 991 rVB3 73815 106872 1.87% 0.313%
13 7.975 996 1001 1002 rBV2 178258 214634 3.75% 0.628%
14 8.016 1002 1008 1012 rVB 4896766 5719477 100.00% 16.743%
15 8.063 1012 1016 1018 rBV 838316 836976 14.63%  2.450%
16 8.133 1026 1028 1031 rVV 270601 188234  3.29% 0.551%
17 8.163 1031 1033 1036 rVB 96763 77375 1.35% 0.226%
18 8.245 1045 1047 1049 rBvV2 125935 112990 1.98% 0.331%
19 8.275 1049 1052 1054 rVB2 178657 172686 3.02% 0.506%
20 8.310 1054 1058 1060 rBV5 98475 113413 1.98% 0.332%
21 8.363 1063 1067 1070 rBv4 265985 343341 6.00% 1.005%
22 8.416 1074 1076 1079 rBV4 206930 223103 3.90% 0.653%
23 8.451 1079 1082 1085 rBV5 137441 150718 2.64% 0.441%
24  8.498 1087 1090 1091 rBV 539235 431076  7.54% 1.262%
25 8.533 1094 1096 1099 rVB3 250501 230841 4.04% 0.676%
26 8.575 11600 1103 1105 rBV2 204084 179474 3.14% 0.525%
27 8.616 1105 1110 1111 rBV2 273145 385315 6.74% 1.128%
28 8.727 1127 1129 1131 rVB2 196140 129783 2.27% ©.380%
29 8.763 1132 1135 1138 rVB2 448189 482911 8.44% 1.414%
30 8.816 1141 1144 1146 rBV3 243620 254934 4.46% 0.746%
31 8.845 1146 1149 1152 rBV3 184132 267388 4.68% 0.783%
32 8.892 1155 1157 1161 rVB 475317 373216 6.53% 1.093%
33 8.927 1161 1163 1165 rBV2 166233 112412 1.97% 0.329%
34 8.951 1165 1167 1169 rBV2 347062 310686 5.43% 0.909%
35 9.033 1179 1181 1183 rVB2 274316 205007 3.58% 0.600%

36 9.063 1184 1186 1189 rBV2 294266 291657 5.10% 0.854%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1050-01 2X

Misc :

ALS Vvial : 22 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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.104 1189 1193 1195 rVB 1354984 1286475 22.49% 3.766%
38 9.145 1195 1200 1203 rBV4 784783 854647 14.94%  2.502%
39 9.186 1205 1207 1210 rBV3 228603 230858 4.04% 0.676%
40 9.233 1211 1215 1219 rBV5 831227 1498187 26.19% 4.386%
41 9.463 1251 1254 1256 rBv4 400365 555027 9.70% 1.625%
42 9.539 1265 1267 1269 rBV 1401460 1373661 24.02% 4.021%
43 9.563 1269 1271 1282 rVB5 1355504 2952579 51.62% 8.643%
44  9.698 1291 1294 1298 rBV6 752914 1166147 20.39%  3.414%
45  9.745 1299 1302 1305 rVB2 1415208 1494679 26.13% 4.375%
46 9.816 1311 1314 1321 rBV6 973219 2014342 35.22% 5.897%
47 14.462 2101 2104 2108 rBV 834747 1120782 19.60%  3.281%
48 14.904 2176 2179 2182 rVB2 441259 483295  8.45% 1.415%
49 15.015 2195 2198 2207 rVB 274312 517325 9.04% 1.514%
50 15.092 2208 2211 2214 rVB 465388 481448 8.42% 1.409%
51 15.433 2266 2269 2272 rBV 208475 221024 3.86% 0.647%
52 15.662 2303 2308 2313 rVB 554748 751306 13.14% 2.199%
53 15.892 2343 2347 2352 rVB 300507 422395  7.39% 1.236%
54 16.121 2383 2386 2397 rVB5 190516 495306 8.66% 1.450%
55 16.539 2454 2457 2467 rVB2 165122 330711 5.78% 0.968%

56 16.668 2474 2479 2491 rVB3 307528 636000 11.12% 1.862%

Sum of corrected areas: 34161385
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

¢ N1050-01 2X

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
BF126552.D

7 Jan 2022 19:53

JU/CG

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF126552.D\data.ms

5.392 6.410 6.781

7.339
3.787 A3R:50ak

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
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF126552.D\data.ms

8.016

Time-->

— — — — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BF126552.D\data.ms

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

T ‘ T
13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Cyclohexane, (4-methylpentyl)- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.363 8.20 ng 343341 Naphthalene-d8 8.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 50
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 38
3 Cyclohexane, eicosyl- 364 C26H52 004443-55-4 38
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 38
5 Cyclohexane, hexyl- 168 C12H24 004292-75-5 38
Abundance Scan 1067 (8.363 min): BF126552.D\data.ms (-1063) (-) m/z 83.10 100.00%
83.1
5000
T L
133.1
177.2 T T
‘ ‘ M ‘ ‘ 8.00 8.20 8.40 8.60
\““MNN‘WMW“““““ P m/z 55.00  68.59%
miz--> 50 100 150 200 250 300 350
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0
5000 L L B L LI LN B
a 8.00 8.20 8.40 8.60
' m/z 82.05 62.74%
“ \‘h Hh 125.0 16‘8.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
83.0
T
8.00 8.20 8.40 8.60
5000 m/z 41.10 37.07%
41.0
154.0
—— e
m/z--> 50 100 150 200 250 300 350
Abundance #273801: Cyclohexane, eicosyl- “VfﬁjffﬁjT%ﬁﬁfTﬁﬁT
83.0 8.00 8.20 8.40 8.60
m/z 67.00 27.18%
5000
| AMAAAMWNAMVMWVMM%
L ‘\‘ || 11250  1950238.0280.0 364
e e S R AR RRRRRE
m/z--> 50 100 150 200 250 300 350 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Octane, 2,6-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.498 10.30 ng 431076  Naphthalene-d8 8.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
3 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 72
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 59
Abundance Scan 1090 (8.498 min): BF126552.D\data.ms (-1087) (-) m/z 57.10 100.00%
57.1
- W
SO
85.1 1131 8.20 8.40 8.60 8.80
S w“‘ e ) 1542 1832 L7196 76.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 LA L B I LA A BN
8.20 8.40 8.60 8.80
m/z 43.10 53.42%
29.0
| ‘ gso 1130
\\\‘\‘\\\“‘\\\“‘\\M\‘i‘\\\‘\\\‘\‘\\\]-\4‘2\.\0\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
PO Y e T
8.20 8.40 8.60 8.80
5000 m/z 41.10 26.38%
85.0
29.0
130 1410 169.0 197.0
R B B e AL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #135263: Sulfurous acid, butyl octyl ester D R S e
57.0 8.20 8.40 8.60 8.80
m/z 56.10 20.15%
29.0 H
83.0 113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 3 unknown8.533 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.533 5.52 ng 230841 Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 35
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 35
3 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 18
4 Benzene, 1l-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 18
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 18

Abundance Scan 1096 (8.533 min): BF126552.D\data.ms (-1094) (-) m/z 131.05 100.00%
31.

131.1
- 163.2

8.20 8.40 8.60 8.80
m/z 133.05 69.61%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 A U A AR
8.20 8.40 8.60 8.80
20.0 m/z 163.15 67.08%
. 91.0
\\\\‘\‘i\\“‘\\“\‘\6‘3‘”‘\0H\“\\‘\\‘]\.’]\-]\-uo‘\‘w\‘}“\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0
AR R AR AR AR AR
8.20 8.40 8.60 8.80
5000 m/z 57.10 60.82%
91.0

270 510 719

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl- e A ARARRREE
131.0 8.20 8.40 8.60 8.80
m/z 95.10  46.35%
5000

39.0 91.0
63.0
150 ) | a0 |

m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF122921.M Tue Jan 11 01:10:36 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On 7 Jan 2022 19:53

Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 4 1.alpha.,2.beta.,3.alpha.,4... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
8.616 9.21 ng 385315 Naphthalene-d8 8.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1.alpha.,2.beta.,3.alpha.,4.beta... 126

002532-67-4 53

2 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 47
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 45
4 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 43
5 3,4-Dimethyl cyclohexanone 126 C8H140 005465-09-8 38
Abundance Scan 1110 (8.616 min): BF126552.D\data.ms (-1105) (-) m/z 69.10 100.00%
69.1
5000 111.1 1351 M
B e
1611 196.2 8.20 8.40 8.60 8.80 9.00
m/z 55.05 58.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13296: 1.alpha.,2.beta.,3.alpha.,4.beta.-Tetramethylcycl
69.0
41.0
5000 L B R
8.20 8.40 8.60 8.80 9.00
126.0 m/z 57.10 50.53%
14\.-0 ‘ \‘\ \“ | “ 97.0
\\\‘\\\\ \\\\‘\\\\“\\\\"\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
R e R
8.20 8.40 8.60 8.80 9.00
5000 ITI/Z 56.05 49,51%
27.0 83.0 126.0
L AEama R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13252: Cyclohexane, 1,1,2-trimethyl- A EEasREE SRR
69.0 8.20 8.40 8.60 8.80 9.00
41.0 m/z 70.10 43.55%
111.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 unknown8.763 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.763 11.54 ng 482911 Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-ethyl- 184 C13H28 017453-94-0 43
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 38
3 Undecane 156 C1l1H24 001120-21-4 38
4 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 38
5 Oxalic acid, isobutyl neopentyl ... 216 C11H2004 1000309-72-6 38

Abundance Scan 1135 (8.763 min): BF126552.D\data.ms (-1132) (-) m/z 57.10 100.00%

57.1
. w
85.1 145.1 PP e e
179.2
79 || ‘\‘ W | e 4237
R e B e m/z 71.10 42.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59035: Undecane, 5-ethyl-
57.0
5000 L D AL DL B I
8.40 8.60 8.80 9.00
29.0 85.0 m/z 43.10 37.39%
\’\h‘\ T \H“ T \H\ T ‘ i‘\ T \“ L \]-‘2\9.\0\ ‘ \]\-?)‘?.‘0\ TTT ‘ T 1T 1
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
T
8.40 8.60 8.80 9.00
5000 85.0 m/z 85.10 23.06%
29.0 113.0
A Wi o A REmE
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33081: Undecane R EARERARES
57.0 8.40 8.60 8.80 9.00
m/z 41.10 22.77%
5000
290 85.0
T =~ S
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 unknown8.816 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.816 6.09 ng 254934  Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methoxy-2-methylbenzothiazole 179 CSH9NOS 1000342-71-0 25
2 2(1H)-Naphthalenone, octahydro-4... 180 C12H200 051557-64-3 25
3 2(3H)-Benzothiazolone, 3-methyl-... 179 C8H9N3S 001128-67-2 22
4 (4-Fluorophenyl) methanol, n-pen... 196 C12H17FO 1000374-64-2 16
5 Crotyl methacrylate 140 C8H1202 007376-45-6 14

Abundance Scan 1144 (8.816 min): BF126552.D\data.ms (-1141) (-) m/z 179.20 100.00%

179.2
69.1 109.1
41.0
5000
1451 A
‘ H H 8.40 8.60 8.80 9.00 9.20
el Lrﬁ%Tf m/z 109.10 77.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54244: 5-Methoxy-2-methylbenzothiazole
179.0
5000 136.0 e
69.0 950 8.40 8.60 8.80 9.00 9.20
150 450 m/z 69.10 76.26%
\\\‘\ T \‘H’ e \"‘\ \‘M T P T \h‘ T 1“\ T \“\ T l‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 109.0
s A RR R
180.0 8.40 8.60 8.80 9.00 9.20
5000 69.0 m/z 55.05 56.68%
151.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54111: 2(3H)-Benzothiazolone, 3-methyl-, hydrazone s A RR R
179.0 8.40 8.60 8.80 9.00 9.20
m/z 41.05 51.93%
5000 109.0 136.0
65.0
39.0
e dlasag L b L
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 unknown8.845 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.845 6.39 ng 267388 Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 46
2 Succinic acid, cyclohexylmethyl ... 296 C17H2804 1000391-08-5 35
3 Glutaric acid, cyclohexylmethyl ... 310 C18H3004 1000394-02-8 35
4 Ethylidenecyclobutane 82 C6H10 001528-21-8 30
5 2(3H)-Furanone, 4,5-dihydro-4-(2... 166 C10H1402 1000153-91-5 27

Abundance Scan 1149 (8.845 min): BF126552.D\data.ms (-1146) (-) m/z 82.10 100.00%

82.1
551 133.1
5000
I TSE0a80 500550
H\‘HH‘\HH\MH‘\HH‘ ENH‘\‘H‘H“\\\Hi‘”\m\\“‘\H\-‘HH‘HH m/Z 133.05 78.6300
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41528: 1,1'-Bicyclohexyl
82.0
55.0
5000 UL L B I R AN B
166.0 8.60 8.80 9.00 9.20
m/z 55.10 71.74%
\\\‘2\9\\0\“\\\‘\‘\1‘\\“\\\1}??2\%%8‘\9\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
82.0
 EARmmEEE R
8.60 8.80 9.00 9.20
5000 55.0 m/z 83.10 61.89%
119.0
T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #211905: Glutaric acid, cyclohexylmethyl cis-hex-3-enyl € R RamE R
82.0 8.60 8.80 9.00 9.20
55.0 m/z 67.05 61.04%
115.0
5000
29.0 ‘
W 1 SO 1. 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20

8270-BF122921.M Tue Jan 11 01:10:37 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.892 8.92 ng 373216 Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 81
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 76
4 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 62
5 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 45
Abundance Scan 1157 (8.892 min): BF126552.D\data.ms (-1155) (-) m/z 118.10 100.00%
118.1
145.1
5000
91.0 e e
510 ‘ ‘ M . 8.60 8.80 9.00 9.20
bbb et el TS 7 145 05 67.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 k\\\‘\\\\‘\\\\‘\\\\‘\\\\
8.60 8.80 9.00 9.20
91.0 m/z 160.10  59.03%
28.0 51.0 ‘ ‘
\\\‘\‘1‘\ \“‘\ \“\‘\ ‘m\‘\‘}h“ T \‘\ T “U\\ ’\‘\h‘\ T "‘\‘\ T “\ TTT ‘ TTT \‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
118.0
e R REEEER S L
160.0 8.60 8.80 9.00 9.20
5000 m/z 117.10 41.37%
39.0 91.0
630 139.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36297: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- R R RERRERE
118.0 8.60 8.80 9.00 9.20
m/z 105.10  31.32%
390 g5 910 L
SV Tt oo N O N 1 S A ——
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20

8270-BF122921.M Tue Jan 11 01:10:38 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 unknown9.233 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.233 14.88 ng 1498190  Acenaphthene-d10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Eicosanol 298 C20H420 000629-96-9 49
2 Dodecane, 6-cyclohexyl- 252 C18H36 013151-86-5 46
3 n-Nonadecanol-1 284 C19H400 001454-84-8 43
4 1-Hexacosanol 382 C26H540 000506-52-5 41
5 Cyclopentane, 1-hexyl-3-methyl- 168 C12H24 061142-68-5 35
Abundance Scan 1215 (9.233 min): BF126552.D\data.ms (-1211) (-) m/z 57.10 100.00%
57.1
5000
119.1 193.2 M
R REERRREE
‘ 9.00 9.20 9.40 9.60
— H“M ll H‘H MH\ ‘u " 1 uu \\ —— m/z 55.10 91.91%
m/z--> 50 150 200 250
Abundance #197432: 1-Eicosanol
43.0
5000 L B I L LI L B
83.0 9.00 9.20 9.40 9.60
m/z 43.10 74.62%
| ‘u \H I \\L 1250 168.0 210.0 249.0280.0
m/z--> 50 100 150 200 250
Abundance
57.0
R REESREREE
9.00 9.20 9.40 9.60
5000 97.0 m/z 41.10  74.37%
168.0
26.0
o T T T T T T
m/iz--> 50 100 150 200 250
Abundance #179254: n-Nonadecanol-1 R A RRRmEEEE
43.0 9.00 9.20 9.40 9.60
m/z 83.10 61.41%
5000 83.0 M
H‘L 1250 1680 2100  266.0
; P R AR
m/z--> 50 O 150 200 250 9.00 9.20 9.40 9.60

8270-BF122921.M Tue Jan 11 01:10:38 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 1@ (1,4-Dimethylpent-2-enyl)be... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.463 5.51 ng 555027  Acenaphthene-d10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 55
2 Benzene, 1-cyclohexyl-3-methyl- 174 C13H18 004575-46-6 52
3 Biphenylene, 1,2,3,6,7,8,8a,8b-0... 188 C14H20 106988-87-8 46
4 Benzene, 1-(1-buten-3-yl)-4-pentyl- 202 C15H22 1000161-70-6 27
5 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 18

Abundance Scan 1254 (9.463 min): BF126552.D\data.ms (-1251) () | m/z 131.05 100.00%
105.1 131.1

5000

¥

9.20 9.40 9.60 9.80
m/z 105.10  98.48%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49140: (1,4-Dimethylpent-2-enyl)benzene
131.0
105.0
5000 L L B L B R
174.0 9.20 9.40 9.60 9.80
m/z 118.10  89.32%
41.0 77.0
\\\‘\‘\‘\ \““\ \‘\H\ “\‘\“\ \‘H“\\\‘\“‘H\\ \‘H\‘\\\“ \\\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0 174.0

105.0 T T T T T
9.20 9.40 9.60 9.80
5000 m/z 145.05 72.42%
39.0 770
15.0
A o e o e B R e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62995: Biphenylene, 1,2,3,6,7,8,8a,8b-octahydro-4,5-di AR AR SRR

131.0 9.20 9.40 9.60 9.80
173.0 m/z 91.10 71.54%

5000

%

m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

8270-BF122921.M Tue Jan 11 01:10:39 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On 7 Jan 2022 19:53

Operator Ju/caG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 11 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
o.698 11.58ng 1166150 Acenaphthene-d10 9.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentanethyl... 208 C15H28 080655-44-3 91

2 1-Bromo-1-methyl-1-silacyclohexane 192 C6H13BrSi 085125-32-2 53
3 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-79-1 46
4 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-12-7 45
5 photocitral B 152 C10H160 006040-45-5 38
Abundance Scan 1294 (9.698 min): BF126552.D\data.ms (-1291) (-) m/z 69.10 100.00%
69.1 109.1
41.1
193.2
5000 1371
— —
‘ s 9.50 10.00
Ml Ll L 2182 s 169,16 91.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — ——
9.50 10.00
m/z 55.10 85.87%
‘ ‘ 151.0
‘\\\\‘\\\‘\‘\‘H‘\\"}\\“\‘\‘\‘\\‘!\\\“\\‘{\‘\\\\“\\‘\‘\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
97.0
177.0
— —
9.50 10.00
5000 43.0 151.0 m/z 41.10 78.73%
123.0
67.0
R B B R o A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100849: Silane, chlorodiethyl(2-methylpent-3-yloxy)- e ——
109.0 193.0 9.50 10.00
m/z 83.10 71.20%
5000
83.0
43.0 ‘ ‘ ‘ ‘ 151.0
APV 1 100 Y -~ I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF122921.M Tue Jan 11 01:10:39 2022

Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 unknown9.745 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.745 14.84 ng 1494680  Acenaphthene-d10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-ethyl-4,4-dimethyl- 126 CSH18 053907-59-8 27
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 22
3 1-Bromo-1-methyl-1-silacyclohexane 192 C6H13BrSi 085125-32-2 20
4 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 18
5 1,2-Dimethyl-4-oxocyclohex-2-ene... 152 C9H1202 1000187-01-2 15

Abundance Scan 1302 (9.745 min): BF126552.D\data.ms (-1299) (-) m/z 193.20 100.00%

971 193.2
411 69.1
5000 123.1
152 2 10 00
4162 /g 97 10 83.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13275: 2-Pentene, 3-ethyl-4,4-dimethyl-
69.0 97.0
41.0
5000
126.0 9.50 10 00
‘ ' m/z 41.10  78.43%
\\\‘\‘\\\ \\\M‘\U‘\\H“‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193.0
—— —
123.0 9.50 10.00
5000 m/z 69.10 77 .47%
150.0
95.0
17.0 20 69,0
R AA S e e R A AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67102: 1-Bromo-1-methyl-1-silacyclohexane —— ——
97.0 1770 9.50 10.00
' m/z 55.10  75.26%
5000 43.0 151.0
23.0
7.0
S N S —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF122921.M Tue Jan 11 01:10:40 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Heptacos-1-ene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.462 20.00 ng 1120780  Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacos-1-ene 378 C27H54 015306-27-1 93
2 1-Hexacosene 364 C26H52 018835-33-1 93
3 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 91
4 1-Tricosene 322 C23H46 018835-32-0 91

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91

Abundance Scan 2104 (14.462 min): BF126552.D\data.ms (-2101) (- m/z 57.10 100.00%

57.1
5000
11.1
—
14.50
54.1 240.1
oL ALl]) 1150119622401 2051 3783 4319 g4.34%
miz--> 50 100 150 200 250 300 350 400
Abundance #286432: Heptacos-1-ene
57.C
5000 11.0 e
14.50
m/z 55.18  73.65%

378.0
\“\ 1 “\ ‘\ \‘H‘ ‘U‘ \““‘\ﬁi§\.?%??.9\ T ‘ T T 1T ‘ L ‘ T \‘\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance

57.0

—
14.50
5000 111.0 m/z 83.10 70.85%

153.0196.0238.0 2920  364.0 ‘\«»JLL
N kB Moo L S A
miz--> 50 100 150 200 250 300 350 400

Abundance  #269867: 2- Chloropropionic acid, octadecyl ester —
57.0 14.50
m/z 97.10 65.51%

5000

250.0

e 54.0196.0 297.0 3600
A

T
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BF122921.M Tue Jan 11 01:10:40 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Nonacosanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.903 43.73 ng 483295  Perylene-di12 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosanal 422 C29H580 072934-04-4 91
2 1-Eicosyne 278 C20H38 000765-27-5 89
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 86
4 Tetradecanal 212 C14H280 000124-25-4 83
5 Octadecanal 268 C18H360 000638-66-4 83
Abundance Scan 2179 (14.904 min): BF126552.D\data.ms (-2176) (|  m/z 57.10 100.00%
57.1
5000 /jw
10.1 —r
‘ 1111 94.2 362.3 1500
AR, 19422401 2921 36234104 . g5 16 95.52%
miz--> 50 100 150 200 250 300 350 400
Abundance #314317: Nonacosanal
82.0
5000 IR
15.00
m/z 43.10 87.87%
38.0 404.0
294 \‘\‘ | ‘]W\ | 222.0 2780 3480 |
\\\\’\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
82.0
——
15.00
5000 ITI/Z 96.10 69.55%
138.0 194.0 277.0 ‘/\%L
T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158578: Oxirane, hexadecyl- ——
82.0 15.00
m/z 55.10 57.56%
5000
29.
37.0
H“u LRI 1000 2500 _—
m/z--> 50 100 150 200 250 300 350 400 15.00

8270-BF122921.M Tue Jan 11 01:10:41 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.092 43.57 ng 481448  Perylene-di12 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 87
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2211 (15.092 min): BF126552.D\data.ms (-2208) (- m/z 57.10 100.00%
57.1
5000 NMW
T \
‘ 15.00
] 1l “‘u | m‘“ (J692 22212681 3453 414, .. 7110 63.43%
miz--> 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane
57.0
5000 — :
15.00
m/z 43.10 57.28%
13.0
L h\ J\ \ h‘ 1 | 16\99\22,‘50 281.0 33\80
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
15.00
5000 m/z 85.10 49, 80%
113.0
169.0 95 2810
e e B A I e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #168307: 2-Bromotetradecane —
57.0 15.00
m/z 55.10 20.48%
5000 WMM
13.0
m/z--> 50 100 150 200 250 300 350 400 15.00

8270-BF122921.M Tue Jan 11 01:10:41 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Octadecanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.662 67.98 ng 751306  Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 1,19-Eicosadiene 278 C20H38 014811-95-1 89
3 Tetradecanal 212 C14H280 000124-25-4 87
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87

Abundance Scan 2308 (15.662 min): BF126552.D\data.ms (-2303) (- m/z 57.10 100.00%

57.1
5000

09.1 T T
\‘\ \“\ I

1550  16.00
52.1 365.3
-y WMwM%p‘u‘??g?“‘?7§???9?“m“‘ m/z 82.10 83.61%

m/z--> 50 100 150 200 250 300 350
Abundance #158566: Octadecanal
43.0

5000 6.0 ' j
‘h

15.50 16.00
m/z 43.10  83.36%

L L11ae70 sea0 00
miz--> 50 100 150 200 250 300 350
Abundance
55.0

96.0 15.50 16.00
5000 m/z 96.10 60.62%
14.0 13701800  250.0
R A B e e R I
m/z--> 50 100 150 200 250 300 350
Abundance #90089: Tetradecanal T —
57.0 15.50 16.00

m/z 55.10  58.80%

3

168.0

B _

\ T
m/z--> 50 100 150 200 250 300 350 15.50 16.00

5000
Il

09.0
“\ H‘\ b
Pl
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.892  38.22 ng 422395  Perylene-di12 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 86
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 86
4 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 86
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 86
Abundance Scan 2347 (15.892 min): BF126552.D\data.ms (-2343) (- m/z 57.10 100.00%
57.1
5000 “Avij\v\vj\ﬂV\/\WM\M/
9.1 ‘ T T ‘ T
15.50 16.00
41.1
ol ‘h‘ L “L | 14118312202 2051  363C 0 110 g5.00%
m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
5000 — ——
15.50 16.00
m/z 43.10 55.46%
9.0
\“\ ‘\‘ “‘\ ‘! \“\““ \‘ \]‘-\4\]“‘0\ ].\8\2'\0’ T \2\4’\0"0\ LI ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— —
15.50 16.00
5000 m/z 85.10 51.80%
99.0
155.0 197.0 253.0
T T
m/z--> 50 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl- — —
57.0 15.50 16.00
m/z 55.10  19.53%
%0 a0 309.0
Ll 21000550 390 gee
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 28-Nor-17.alpha.(H)-hopane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.121 44.82 ng 495306  Perylene-di12 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 90
2 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 27
3 1-(3-Nitro-phenyl)-pyrrolidine 192 C10H12N202 1000300-34-7 22
4 2-Fluoro-3-trifluoromethylbenzoi... 390 C21H30F402 1000338-51-5 22
5 5-Hexen-1-one, 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 22
Abundance Scan 2386 (16.121 min): BF126552.D\data.ms (-2383) (- m/z 191.20 100.00%
191.2
95.1
5000
43.
36.1 e ——
16.00 16.50
264.1 309.0 383.3
m/z 95.10 54.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
81.0
5000 123.0 — —
16.00 16.50
‘ 398.( m/z 55.10 47.46%
Nt ‘ ‘ ‘ h h “H‘ “H \“”‘H‘\‘ \h\ ‘L‘\h‘ { \\\‘2‘3‘2‘0‘2‘7‘3‘9‘ Vo “‘ ‘\‘ .
m/z--> 100 150 200 250 300 350 400
Abundance
95.0 191.0
—— —
43.0 16.00 16.500
5000 m/z 177.10 45.03%
149.0 264.0306.0
e i o
m/z--> 50 100 150 200 250 300 350 400
Abundance #66135: 1-(3-Nitro-phenyl)-pyrrolidine T —
191.0 16.00 16.50
39.0 m/z 81.10 43.67%
136.0
5000
1.0
—— —
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On 7 Jan 2022 19:53

Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 19 .beta.-iso-Methyl ionone Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.539 29.93ng 33711  perylene-dia 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.alpha.(H)-hopane 308 CooHse 053584-60-4 93

2 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 90

3 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220

4 Amberonne (isomer 2)

234 C16H260

000127-43-5 49
1010470-69-8 40

5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 38
Abundance Scan 2457 (16.539 min): BF126552.D\data.ms (-2454) (-} | m/z 191.20 100.00%
191.2
5000 95.1
371 L ‘
41
L 0 2750 3292 _ 3974 o
el b www‘quu‘M‘weum“w“‘“““H““ m/z 95.18  44.27%
miz--> 50 100 150 200 250 300 350 400
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
81.0
5000 123.0 — :
16.50
‘ 398.0 m/z 81.10 33.09%
‘ | h “‘H\““H \“h‘m\‘ \h\ ‘L‘\h‘ | ‘H\‘ iy ‘2‘5‘9"0‘ ‘3‘1‘3‘-9‘ . ‘L‘ ‘\‘ -
m/z--> 100 150 200 250 300 350 400
Abundance
191.0
T \
16.50
5000 P8.0 m/Z 123.10 27.32%
135.0
93.0
e e B B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #82813: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen P ‘
191.0 16.50
m/z 55.10 23.87%
5000 57.0
107.0149.0
N I O 1 A -
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\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1e50-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Oxirane, hexadecyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.668 57.55 ng 636000 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Octacosanal 408 C28H560 022725-64-0 83
3 17-Octadecenal 266 C18H340 056554-86-0 80
4 1,19-Eicosadiene 278 C20H38 014811-95-1 70
5 Hexacosanal 380 C26H520 026627-85-0 62
Abundance Scan 2479 (16.668 min): BF126552.D\data.ms (-2474) (- m/z 57.10 100.00%
57.1
5000
111 1 T
H 278.1 16.50 17.00
““‘J“W‘“WW1§§?1%}§?"mﬁ“““w“‘?}g‘ m/z 43.10 82.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0
5000 —r ——
16.50 17.00
m/z 82.10 77.83%
- H‘l‘ | H m” \\ “\u ‘M‘\‘ u‘\‘ I ‘\‘2:5?‘0‘ R
m/z--> 100 150 200 250 300 350 400
Abundance
57.0
—— —
16.50 17.00
5000 m/z 96.10 56.50%
109.0
390.0
180.0 250.0 334.0
i e L e s o
m/z--> 50 100 150 200 250 300 350 400
Abundance #155912: 17-Octadecenal T T
82.0 16.50 17.00
m/z 55.10 54.32%
5000
37.0 252.0
e
m/z--> 5 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010722\
Data File : BF126552.D

Acqg On : 7 Jan 2022 19:53
Operator : JU/CG

Sample : N1050-01 2X

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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|
Cyclohexane, (4... 8.363 8.2 ng 343341 2 8.063 836976 20.0
Octane, 2,6-dim... 8.498 10.3 ng 431076 2 8.063 836976 20.0
unknown8.533 8.533 5.5 ng 230841 2 8.063 836976 20.0
1.alpha.,2.beta... 8.616 9.2 ng 385315 2 8.063 836976 20.0
unknown8.763 8.763 11.5 ng 482911 2 8.063 836976 20.0
unknown8.816 8.816 6.1 ng 254934 2 8.063 836976 20.0
unknown8.845 8.845 6.4 ng 267388 2 8.063 836976 20.0
Naphthalene, 1,... 8.892 8.9 ng 373216 2 8.063 836976 20.0
unknown9.233 9.233 14.9 ng 1498190 3 9.833 2014340 20.0
(1,4-Dimethylpe... 9.463 5.5 ng 555027 3 9.833 2014340 20.0
Decahydro-1,1,4... 9.698 11.6 ng 1166150 3 9.833 2014340 20.0
unknown9.745 9.745 14.8 ng 1494680 3 9.833 2014340 20.0
Heptacos-1-ene 14.462 20.0 ng 1120780 5 13.980 1120780 20.0
Nonacosanal 14.903 43.7 ng 483295 6 15.433 221024 20.0
Tetracosane 15.092 43.6 ng 481448 6 15.433 221024 20.0
Octadecanal 15.662 68.0 ng 751306 6 15.433 221024 20.0
Heptadecane 15.892 38.2 ng 422395 6 15.433 221024 20.0
28-Nor-17.alpha... 16.121 44.8 ng 495306 6 15.433 221024 20.0
.beta.-iso-Meth... 16.539 29.9 ng 330711 6 15.433 221024 20.0
Oxirane, hexade.. 16.668 57.5 ng 636000 6 15.433 221024 20.0
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