LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS Vvial : 13  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-BF032321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123445.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.204 14 20 26 rVB 1257691 1539595 31.17% 2.823%
2 5.528 580 585 588 rBV 4211349 3912587 79.21% 7.174%
3 6.533 750 756 759 rBV 4006262 3964546 80.26% 7.269%
4 6.916 817 821 826 rVB 1394295 1268196 25.68% 2.325%
5 7.192 862 868 871 rVB 219744 206458 4.18% 0.379%
6 7.222 871 873 876 rBV 224241 177458 3.59% 0.325%
7 7.257 876 879 883 rVB 365916 306215 6.20% 0.561%
8 7.304 883 887 891 rBv2 384027 401527 8.13% 0.736%
9 7.475 908 916 918 rBV 2710565 2799662 56.68% 5.133%
106 7.516 918 923 926 rVV 3905939 3239176 65.58% 5.939%
11 7.551 926 929 930 rVV2 239556 195152  3.95% ©.358%
12 7.628 934 942 945 rBvV2 299801 485844 9.84% 0.891%
13 7.698 951 954 956 rBvV 311588 229324 4.64% 0.420%
14 7.822 973 975 977 rVB 288348 204755 4.15% 0.375%
15 7.880 982 985 988 rVB2 308457 374713 7.59% 0.687%
16 7.916 988 991 993 rvVB 311710 234744 4.75% 0.430%
17 7.951 993 997 1001 rVB2 444079 424757 8.60% ©.779%
18 7.992 1001 1004 1007 rBV 270350 210735 4.27% 0.386%
19 8.139 1025 1029 1033 rBV3 481003 535412 10.84% 0.982%
20 8.180 1033 1036 1037 rVV 1363652 1088879 22.04%  1.996%
21 8.198 1037 1039 1042 rVV 1796940 1431499 28.98% 2.625%
22 8.263 1046 1050 1052 rVB 351565 317779 6.43% 0.583%
23 8.363 1062 1067 1071 rBV3 133833 202238 4.09% 0.371%
24  8.792 1137 1140 1143 rBV 556940 481817 9.75% ©.883%
25 8.951 1164 1167 1169 rBV2 208007 177149 3.59% 0.325%
26 9.027 1169 1180 1181 rBV7 163534 434307 8.79% 0.796%
27 9.080 1186 1189 1193 rBV5 244453 394872 7.99% 0.724%
28 9.163 1200 1203 1206 rBv4 237372 275720 5.58% 0.506%
29 9.198 1207 1209 1212 rVV2 422468 370338 7.50% 0.679%
30 9.227 1212 1214 1218 rVB2 475644 381468 7.72% 0.699%
31 9.274 1218 1222 1225 rBV 4192477 3827647 77.49% 7.018%
32 9.363 1234 1237 1241 rBV2 1846644 1925602 38.98% 3.531%
33 9.674 1288 1290 1292 rBV2 2045719 2063308 41.77% 3.783%
34 9.839 1314 1318 1321 rBV2 2822787 4151306 84.05% 7.611%
35 9.886 1323 1326 1328 rVB 4299688 4179663 84.62% 7.663%

36 9.963 1334 1339 1343 rBV4 2616416 4939353 100.00% 9.056%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS Vvial : 13  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-BF032321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 10.239 1384 1386 1392 rBV5 1557326 2806118 56.81% 5.145%
38 10.398 1410 1413 1416 rBV 2683975 2576130 52.16% 4.723%

39 14.121 2044 2046 2049 rVB 974142 806743 16.33% 1.479%
40 15.615 2297 2300 2304 rVB 831799 997863 20.20% 1.830%

Sum of corrected areas: 54540655
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Mar 2021 18:23
. M1777-01

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032421\
BF123445.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1.5e+07

le+07

5000000

0

TIC: BF123445.D\data.ms

5.528 6.533

7.516
7.475

2.204 6.916

T 4 1| BBEE

Time-->

Abundance

1.5e+07

le+07

5000000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF123445.D\data.ms

Time-->

Abundance

1.5e+07

le+07

5000000

o .

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

TIC: BF123445.D\data.ms

14.121

15.615

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.204  24.28 ng 1539600 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 20 (2.204 min): BF123445.D\data.ms (-14) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1 \\\\\‘\\\\‘\\
2.20 2.40 2.60
U sE | ,
O e e e e e e e e e m/z 43.05 50.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L
2.20 2.40 2.60
43.0 -
87.0 m/z 55.10 35.85%
\ \‘ 90 If
O H\‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘H\\‘HH’HH‘HH‘H\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0
T
2.20 2.40 2.60
5000 m/z 87.10 25.54%
55.0
27.0 41lo0
o220 L LI 4L eso uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol A
73.0 2.20 2.40 2.60
87.0 m/z 41.05 16.52%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“ e ERan e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Decane, 5-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.192 3.26 ng 206458 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 64
2 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 59
3 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 53
4 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 53
5 1-Decene, 4-methyl- 154 C11H22 013151-29-6 52
Abundance Scan 868 (7.192 min): BF123445.D\data.ms (-862) (-) m/z 57.10 100.00%
57.1
- Al\i
o 55750 750 7 70
39 ‘ 05.1 . . . . .
133.9
Y “ﬂ e “J gy (2999 1942 4310 78.03%
miz-> 20 40 60 100 120 140 160
Abundance #28428.Decane,54neﬂwh
57.0
5000 I N R
6.80 7.00 7.20 7.40 7.60
29.0 85.0 m/z 41.16  35.53%
o | e s
\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 60 80 100 120 140 160
Abundance #85746.0xahcadd,Bobuwlhexyleﬂer
57.0
e T
6.80 7.00 7.20 7.40 7.60
5000 m/z 55.10 25.08%
85.0
29.0
129.0
bl bl g L2080 ST
miz--> 20 40 60 80 100 120 140 160
Abundance #19220: Heptane, 3-ethyl-2-methyl- RERAREEEEEE SEE R
57.0 6.80 7.00 7.20 7.40 7.60
m/z 85.10 23.61%
5000
27.0 98.0
ol H uﬂ 77.0) “ 125.0142.0
“““ “““ s e e A R R
mlz--> 60 80 100 120 140 160 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Decane, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.257 4.83 ng 306215 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 83
2 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 72
3 Hexadecane 226 C1l6H34 000544-76-3 64
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 64
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 59
Abundance Scan 879 (7.257 min): BF123445.D\data.ms (-876) (-) m/z 43.10 100.00%
43.1
5000 T J/\/\
' 7.007.20 7.40 7.60
112.1 : . : :

0 "m“Jm”m”:wu‘uJ‘m‘m‘“‘1‘4‘1"3‘_Mwwww m/z 57.10 97.15%

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

Abundance #28432: Decane, 2-methyl-

43.0
5000 710 L B L I L A L B
7.00 7.20 7.40 7.60
m/z 41.10 44.43%
113.0
O \‘\‘\‘\\“\\\‘!“\\‘M\‘w‘\\\“\\\‘\‘\\]\-\4.“]-\.\()\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19178: Octane, 2,7-dimethyl-
43.0
A T
7.00 7.20 7.40 7.60
5000 m/z 71.10 44.,28%
71.0
99.0
S = N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane AR AREEREREN
57.0 7.00 7.20 7.40 7.60
m/z 85.10 21.13%
5000
85.0
29.0
0 ‘\ ““ L M‘ ,113.0 141.0 169.0 197.0 226.0
e e e e e e e e e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Decane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.304 6.33 ng 401527 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 74
2 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 64
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 59
5 Nonane, 1-iodo- 254 C9H19I 004282-42-2 53
Abundance Scan 887 (7.304 min): BF123445.D\data.ms (-883) (-) m/z 57.05 100.00%
57.0
5000
85.1
105.1 126. 7.00 7.20 7.40 7.60
Obr oS bl L1963 myz 43.10 67.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28436: Decane, 3-methyl-
57.0
5000 N R RN
0.0 85.0 7.00 7.20 7.40 7.60
m/z 71.10 49.12%
127.0
O\‘\‘\\\“‘\\\“‘\‘\‘H\“{\\f”‘\\\\‘\‘\\\‘\?‘\S\GEO\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48865: Undecane, 2,9-dimethyl-
57.0
P AR
7.00 7.20 7.40 7.60
5000 m/z 41.05 44.29%
85.0
2.0 ‘ 155.0
T e R .71
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38330: Undecane, 2-methyl- R e RN RERE
43.0 7.00 7.20 7.40 7.60
m/z 56.05 36.78%
5000 71.0
‘ ‘ 99.0 1270 155.0
0 W‘L‘NM“W‘HW“wHuH“H“W‘W“‘ﬁ_“‘,u‘
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Oxalic acid, allyl octadecy... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.551 3.08 ng 195152 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 53
2 1-Octadecanol 270 C18H380 000112-92-5 47
3 1-Octene, 6-methyl- 126 C9H18 013151-10-5 43
4 Cyclopentane, 1l-ethyl-3-methyl- 112 C8H16 003726-47-4 38
5 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-65-2 38

Abundance Scan 929 (7.551 min): BF123445.D\data.ms (-926) (-) m/z 55.05 100.00%

55.0
T
J‘m‘ 154.2 7.20 7.40 7.60 7.80
ol o 0% m/z 43.10  76.47%
miz-> 50 100 150 200 250
Abundance #203464: Oxalic acid, allyl octadecy! ester
41.0
5000
7.20 7.40 7.60 7.80
83.0 m/z 41.10  71.75%
O T T “\ L‘ ‘ ‘\ \“M T “‘H‘ \925\.0\ ‘ T T T T ‘ T T T T ’ T T \2\97“
m/z--> 50 100 150 200 250
Abundance #119523: 1-Octadecano
55.0
97.0 AT R
7.20 7.40 7.60 7.80
5000 m/z 97.10  46.36%
39.0
0 ‘19‘-%‘ el 1“ AR . 1820 2240
m/z--> 50 100 150 200 250
Abundance #11523: 1-Octene, 6-methyl- R ARERARES SIS
55.0 7.20 7.40 7.60 7.80
m/z 83.10 42.15%
- i /\JL\/\/\JLW
ok “‘w\ T T T T LTI s AL
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Decane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.628 6.79 ng 485844  Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 72
2 Octane, 4-ethyl- 142 C1leH22 015869-86-0 59
3 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 59
4 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 59
5 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 59
Abundance Scan 942 (7.628 min): BF123445.D\data.ms (-934) (-) m/z 57.10 100.00%
57.1
5000
85.1
39/0 \L ‘ 1051 1331 7.40 7.60 7.80 8.00
Ol L S 2 43,10 98.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19156: Decane
57.0
5000
85.0 7.40 7.60 7.80 8.00
29.0 m/z 71.10 42.54%
“ L” ‘ 113.0 1420
O\\\‘\\\\‘ ‘\\\\‘\\\‘\\“\‘\\\\‘\\\\‘\\\\
m/z--> 60 100 120 140 160
Abundance #19161. Octane, 4-ethyl-
57.0
7.40 7.60 7.80 8.00
5000 m/z 41.10 37.96%
29.0 gso 1120
N ™
Oy HH‘H“HH‘HH‘HH‘HH
miz--> 20 40 60 100 120 140 160
Abundance #38339.Decane,2A=dnne&wL R A RRRRNEES
43.0 7.40 7.60 7.80 8.00
m/z 85.10 30.96%
5000 71.0
o‘b 120 1550
mlz--> 0 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Decane, 3,7-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.698 3.20 ng 229324  Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 86
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 59
3 1-TIodo-2-methylnonane 268 C1leH21I 1000101-47-9 59
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 59
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 59

Abundance Scan 954 (7.698 min): BF123445.D\data.ms (-951) (-) m/z 57.05 100.00%

57.0
5000
85.0
h 135.1 7.40 7.60 7.80 8.00
O el b e b e e e e m/z 43,100 99.28%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #38338: Decane, 3,7-dimethyl-
43.0
71.0
5000
7.40 7.60 7.80 8.00
m/z 71.05 64.08%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #38343: Decane, 3,6-dimethyl-
57.0
7.40 7.60 7.80 8.00
m/z 41.05 41.53%
5000 85.0
290 113.0
bbb 4L L 01700
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #116708: 1-lodo-2-methylnonane P T P
43.0 7.40 7.60 7.80 8.00
m/z 85.05 36.59%
5000 71.0
127.0
o ‘L\‘ Ul 220 1 1690 2110 268
m/z--> 20 40 60 80 100120140 160180 200 220 240 260 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Hexane, 3-ethyl-2,5-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
7.880 5.24 ng 374713 Naphthalene-d8 8.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-ethyl-2,5-dimethyl- 142 C10H22 052897-04-8 59
2 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 59
3 Undecane, 6-methyl- 170 C12H26 017302-33-9 52
4 Octane, 3-methyl- 128 C9H20 002216-33-3 50
5 Nonane 128 C9H20 000111-84-2 47
Abundance Scan 985 (7.880 min): BF123445.D\data.ms (-982) (-) m/z 57.05 100.00%
57.0
5000
39‘ ‘ ‘ 05.0122.0 140.1 1701 7.60 7.80 8.00 8.20
owmm“”“‘_”w“m]ﬂ”H,HH_M‘HQ:‘ m/z 43.10 53.33%
miz--> 20 40 60 80 100 120 140 160
Abundance #19229: Hexane, 3-ethyl-2,5-dimethyl-
57.0
5000
7.60 7.80 8.00 8.20
m/z 41.05 25.43%
29.0 ‘ 98.0
O\‘\H\\“\\\‘!“\\m??‘o\‘\\\“\\1\’\\\1\-4‘.2\\0\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #19221: Heptane, 3-ethyl-2-methyl-
57.0
DO e e
7.60 7.80 8.00 8.20
5000 m/z 71.05 18.01%
98.0
29.0 ‘
ol 7o0 1420
m/z--> 20 40 60 80 100 120 140 160
Abundance #38334: Undecane, 6-methyl-
57.0 7.60 7.80 8.00 8.20
m/z 56.10 15.65%
5000
29.0 98.0
0 1 \ I 4810 | 126.0 152.0170.0
e e LA e T P
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 unknown7.916 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.916 3.28 ng 234744  Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 49
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 43
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 43
4 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 43
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 38
Abundance Scan 991 (7.916 min): BF123445.D\data.ms (-988) (-) m/z 43.10 100.00%
3.1
71.1
5000
‘ ‘ H 126.1 148. 1168 3 7.60 7.80 8.00 8.20
0 ‘_mh‘w Mu‘ PR PR I . A R m/z 71.10  69.47%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #38333.Undecane,44neﬂwb
43.0
71.0
5000
7.60 7.80 8.00 8.20
m/z 57.00 55.25%
o 23.&) I ‘ 98.0 1260 4490170.0
\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48850: Dodecane, 4-methyl-
43.0
71.0
7.60 7.80 8.00 8.20
5000 m/z 41.10 39.07%
‘ ‘ 99.0 140.0
o BUUELA N 7L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59884: Tridecane, 4-methyl- S e
43.0 7.60 7.80 8.00 8.20
71.0 m/z 70.05 32.59%
) M
99.0 155.0
022d126°198,0 VST LINSon ¥
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Undecane, 2,4-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.951 5.93 ng 424757  Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 64
2 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 64
3 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 64
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53

Abundance Scan 997 (7.951 min): BF123445.D\data.ms (-993) (-) m/z 43.10 100.00%

3.1
- T M
‘YTY_Y_Y_Y_‘—Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_F
7.60 7.80 8.00 8.20
\‘ H ol \??\O 12?1 155.1 9
(O R o e  E  BAmmamEma e m/z 57.10 95.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48880: Undecane, 2,4-dimethyl-
43.0
85.0
5000
7.60 7.80 8.00 8.20
m/z 71.10 42.67%
ol “ | 1260 169.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #172312: Sulfurous acid, pentadecyl 2-propyl ester
43.0
71.0 7.60 7.80 8.00 8.20
5000 m/z 41.10 42.37%
97.0
0 ol ‘ \M ‘\ M 155.0 182.0 2100
‘_“‘_“‘_ “_“‘_“““‘_“‘_“‘_“‘_“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38340: Decane, 2,9-dimethyl- R ARRARRENRES
43.0 7.60 7.80 8.00 8.20
m/z 85.10 33.10%
5000 71.0
oL L ‘990 127.0 16
A = R
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Undecane, 3-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.992 2.94 ng 210735 Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 86
2 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 59
3 Decane 142 C1leH22 000124-18-5 53
4 Nonane 128 C9H20 000111-84-2 53
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 50

Abundance Scan 1004 (7.992 min): BF123445.D\data.ms (-1001) (-) m/z 57.10 100.00%

57.1
5000
85.1
7.60 7.80 8.00 8.20 8.40
112.1 140.2
ob 358 Ll 1120 PR aes 0 np 4310 s8.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38335: Undecane, 3-methyl-
57.0
5000
85.0 7.60 7.80 8.00 8.20 8.40
29.0 m/z 41.05 36.86%
0 \‘ “‘ L 1120 1410 4700
\‘\\\\‘\\\ ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125656: Sulfurous acid, butyl decyl ester
57.0
e ARARRRRARES o
7.60 7.80 8.00 8.20 8.40
5000 85.0 m/z 71.10 31.42%
29.0 141.0
o oo b 120 M0 g0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19157: Decane
43.0 7.60 7.80 8.00 8.20 8.40
m/z 56.05 29.70%
5000
71.0
Ll | fsmo 2o
ow‘1H_m‘uu_m,””_HW‘HHWHWH,M L e e
m/z--> 20 40 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Undecane, 2,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.263 4.44 ng 317779 Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 86
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 78
3 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 72
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 59
5 Undecane, 5-ethyl- 184 C13H28 017453-94-0 59

Abundance Scan 1050 (8.263 min): BF123445.D\data.ms (-1046) (-) m/z 57.10 100.00%
57.1

- JuAJm\A,ﬂuAVVWJWAA¥¢
T R AT T
08.1 8.00 8.20 8.40 8.60
(T “Hu S79Q LT gl 14911691 h o 43.10  42.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 L L R B B B L
8.00 8.20 8.40 8.60
m/z 71.10 32.52%
29.0 ‘ 98.0
O\\‘\‘\‘\\“‘\\\‘!“\\“\\8‘-9\\\“‘\\}‘\’\\}\4‘1\.\0\\‘1\6\9\.9‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48847: Dodecane, 6-methyl-
57.0
R A
8.00 8.20 8.40 8.60
5000 m/z 41.05 24.97%
O TG 2900 1840
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48890: Decane, 2,5,9-trimethyl- A mmma I
57.0 8.00 8.20 8.40 8.60
m/z 55.05 14.29%
- MM
L
R e L e 1 o VT R R S
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.792 6.73 ng 481817 Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Dodecane 170 C12H26 000112-40-3 83
4 Tridecane 184 C13H28 000629-50-5 83
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 72

Abundance Scan 1140 (8.792 min): BF123445.D\data.ms (-1137) (-) m/z 57.10 100.00%
57.1

%

5000
85'1 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
8.40 8.60 8.80 9.00 9.20
131.0 163.2
Ot el b el ey m/z 43.10 80.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 DL B LA B R
8.40 8.60 8.80 9.00 9.20
290 850 m/z 71.10  38.26%
0 ‘\ L L 4 M‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71394: Pentadecane
57.0
MR ERE R
8.40 8.60 8.80 9.00 9.20
5000 m/z 41.10 37.10%

85.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38318: Dodecane R ARAARARRRES o
57.0 8.40 8.60 8.80 9.00 9.20

m/z 85.10  23.85%

o
N
©
o

5000

b0 1410 17DO

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00 9.20

o
N
= ©
o
[o¢]
[&]
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Benzene, 4-(2-butenyl)-1,2-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.027 6.07 ng 434307 Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 50
2 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 46
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 46
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 42
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 42

Abundance Scan 1180 (9.027 min): BF123445.D\data.ms (-1169) (-) m/z 145.05 100.00%
145.1

118.1
81.0 8
41.1
5000
179.2 L
R e R RRAE
8.80 9.00 9.20 9.40
0+ m/z 118.05 66.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30923: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0
5000 "JL
8.80 9.00 9.20 9.40
oo 91.0 1150 m/z 160.10  62.82%
0 \1\5‘\.?\‘\‘\ T “\ \“i‘\?ﬁl\ T \‘H‘ T \“\ T "H“\ T 1 M‘\ T \“‘\ B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30953: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0
\A\\\\‘\\\\‘\\\\‘\\\\‘\\\
8.80 9.00 9.20 9.40
5000 m/z 81.05 59.93%
117.0
91.0
41.0 65.0 ‘ ‘
RECTIN N oA 0 O O
miz--> 20 40 60 80 100 120 140 160 180
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-  AAREEmaEEEEEEEEE
118.0 8.80 9.00 9.20 9.40
145.0 m/z 41.10 52.39%
5000
91.0
28.0 510 |
0! e e
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 unknown9.080 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.080 5.52 ng 394872  Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanamide, 2,2-dimethyl-N-(3-m... 191 C12H17NO 032597-29-8 10
2 Aromadendrene oxide-(2) 220 C15H240 1000151-98-6 10
3 Cyclohexanamine, N,N'-1,2-ethane... 220 C14H24N2 003673-06-1 10
4 2,6,11-Tridecatrien-10-0l1, 2,6,1... 236 C16H280 1000161-90-4 10
5 Propanamide, 2,2-dimethyl-N-(4-m... 191 C12H17NO 021354-40-5 9

Abundance Scan 1189 (9.080 min): BF123445.D\data.ms (-1186) (-) m/z 57.10 100.00%
57.1

5000

2

8.80 9.00 9.20 9.40
m/z 55.10 58.10%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53842: Propanamide, 2,2-dimethyl-N-(3-methylphenyl)-

T MM
107.0
5000 L L L BN AL
8.80 9.00 9.20 9.40
191.0 m/z 41.10  55.76%
F?? 134.0
O ‘\\\\‘\\‘\\“\‘\\\H‘\\\\‘\1\\‘\\\m\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77546: Aromadendrene oxide-(2)
41.0
R REREAREREE RS
8.80 9.00 9.20 9.40
5000 91.0 ITI/Z 43.10 41.34%
133.0
‘ 220.0
o T
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #77450: Cyclohexanamine, N,N'-1,2-ethanediylidenebis- A RBARERARRREEE RS

55.0 820 8.80 9.00 9.20 9.40
177.0 m/z 81.10  40.98%
5000
29.0 137.0
o T
ol S Y A P T W N A
miz—> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 unknown9.363 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.363 7.80 ng 1925600  Acenaphthene-d10 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 35
2 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 18
3 Undecane 156 C1l1H24 001120-21-4 15
4 Oxalic acid, allyl undecyl ester 284 C16H2804 1000309-23-9 14
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 14

Abundance Scan 1237 (9.363 min): BF123445.D\data.ms (-1234) (-) m/z 57.10 100.00%
57.1

193.2
5000
851 123.1 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
9.00 9.20 9.40 9.60
- e ‘u“"1“\1‘(‘3‘]71]7\““\ LAY w2 430 s1.81%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
1938.0
123.0
5000 950 L L LA B LI BN B
55.0 9.00 9.20 9.40 9.60
m/z 41.10 62.42%
‘ ‘ ‘ 151.0
O ‘\\\\‘\\\‘\‘\U‘\\“‘l\\‘!‘\‘\‘{\“!\\\“\\‘}\‘\\\\“\\}‘\‘\!\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #186646: Oxalic acid, allyl hexadecyl ester
41.0
e AT
9.00 9.20 9.40 9.60
5000 m/z 55.10 57.79%

o
~
=
o

111.0
N e = S
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #28425: Undecane T

57.0 9.00 9.20 9.40 9.60
m/z 193.20 57.14%

5000

290 85.0

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 9.00 9.20 9.40 9.60

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 unknown9.839 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.839 16.81 ng 4151310  Acenaphthene-d10 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 47
2 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-92-8 46
3 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1OH160 015358-88-0 38
4 Cyclopropane carboxamide, 2-cycl... 207 C13H21INO 331416-19-4 35
5 1-Hexadecanol 242 C16H340 036653-82-4 30

Abundance Scan 1318 (9.839 min): BF123445.D\data.ms (-1314) (-) m/z 55.10 100.00%

134 . .
83.1
5000 109.1 193.2
‘ 137.1 — —
165.2 9.50 10.00
0 “““ ““"‘“MH““w“‘““c““““““““““2“2%":‘3 m/z 69.10  88.82%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #75445: 4-n-Hexylthiane, S,S-dioxide
69.0
5000 97.0 - U
9.50 10.00
1470 m/z 41.10 84.23%
U229 1) jars0 20
O\\\‘\\\ \\“‘\\‘\\‘w\\‘\‘\\\\‘\\\\‘\\\\“\\\\“\\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #67970: Cyclohexane, 1-(cyclohexylmethyl)-2-ethyl-, tran
55.0 111.0
— —r
83.0 9.50 10.00
5000 ITI/Z 57.10 61.46%
179.0
208.0
omUWM “!_‘1"“1‘37‘9‘”_Hu;w_mw
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #25368: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a P —
55.0 9.50 10.00
83.0 m/z 83.10 59.52%
5000
‘ ‘ 110 0 152.0
0 H‘H“‘_“1‘%”“1“m‘““H“‘H"Hu‘mwm‘uwm - —
m/z--> 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\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 unknown9.886 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.886 16.92 ng 4179660  Acenaphthene-d10 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1',1''-(1-ethanyl... 276 C20H36 055682-86-5 38
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
3 Hexadecanedinitrile 248 C16H28N2 006812-44-8 22
4 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 18
5 Cyclohexanecarboxylic acid, 4-pe... 368 C22H28N203 133856-87-8 14

Abundance Scan 1326 (9.886 min): BF123445.D\data.ms (-1323) (-) m/z 193.20 100.00%
198.2

55.1
5000
1371 = —
LAY, | e 2
O brerprrrbhob Al _thm,w_m_www,mw m/z 55.10  71.28%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #124604: Cyclohexane, 1,1',1"-(1-ethanyl-2-ylidene)tris-
55.0
97.0
5000 — —
193.0 9.50 10.00
m/z 97.10 68.07%
O \]-\4\'\8”‘\ \““\ T 137 HOH’HH“ TT ‘\‘\\\\2‘?9.\0‘\\\\’\2\7\\6‘.\(
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193.0
— e
123.0 9.50 10.00 .
5000 m/z 69.180  66.75%
42.0 75.0
64.0
ow"H‘_m"‘H‘m‘wH_m‘ﬂ,”w‘WWWW,W_
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #100851: Hexadecanedinitrile — —
97.0 9.50 10.00
m/z 41.10 63.77%
5000 41.0 NﬁﬁMApAAﬁAwVMNfAAﬁN
UL 80, 2080 g
o T - el — —
m/z--> 20 40 60 80 100120140160180200220240260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 19 Tetracosyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.239 11.36 ng 2806120  Acenaphthene-die 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 58
2 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 52
3 Hexadecane, 1-bromo- 304 C16H33Br 000112-82-3 46
4 1-Hexacosanol 382 C26H540 000506-52-5 43
5 Undecane 156 C11H24 001120-21-4 42

Abundance Scan 1386 (10.239 min): BF123445.D\data.ms (-1384) (- m/z 57.10 100.00%
57.1

133.1
5000
—— —
‘ 204.2 10.00 10.50
0 "l,“JuHJ“‘w\wﬂc“wewmwmww_ww_m_m m/z 43.10  79.96%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #203464: Oxalic acid, allyl octadecyl ester
41.0
5000 — —
10.00 10.50
77_0 m/z 55.10 78.00%
O \J‘\l\’\i\\“\‘\“J\lfl\5‘3\.\0\\‘\\\\‘\\2\9\7-\9\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosyl heptafluorobutyrate
57.0
—— —
10.00 10.50
5000 m/z 71.10 67.62%
1%5.0
ot gomeo a0 e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #147852: Hexadecane, 1-bromo- T 7
57.0 10.00 10.50
m/z 133.05 64.55%
135.0
5000
0 — —
m/z--> 50 100 150 200 250 300 350 400 450 500 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 20 2,6-Naphthalenedione, octah... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.398 10.43 ng 2576130  Acenaphthene-die 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-17-5 53
2 1-Trimethylsilylpent-1-en-4-yne 138 C8H14Si 079516-25-9 52
3 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 49
4 3-Fluorobenzoic acid, 1-cyclopen... 236 C14H17F02 1000279-04-7 47
5 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 46

Abundance Scan 1413 (10.398 mln) BF123445.D\data.ms (-1410) (- m/z 123.10 100.00%

28.1
5000
55.1
811 207.2
P P
10.00 10.50
151.1
0 ‘Wm““"M“ch“u“ih:w””‘m‘h“1“”‘”‘”“1“7‘7“2“‘MH“‘H%‘}%“ m/z 55.10  38.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67754: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth:
123.0
208.0
5000 — —
410 69.0 10.00 10.50
97.0 152.0 m/z 69.10 36.73%
O TT ‘ \U\ T i T WHW“ \‘\“\ \“‘H}H\‘\‘h“‘ \“\H‘\ \‘M‘\ \H}H‘ \‘\ ‘!‘\ “\H\ \8\‘()\ \()\‘\ ‘ T \‘\ T ‘ TTTT ‘ TTTT ‘
m/z--> 20 40 60 80 100120140160180200220240
Abundance #17474: 1-Trimethylsilylpent-1-en-4-yne
128.0
P P
10.00 10.50
5000 ITI/Z 109.10 34.99%
95.0
N O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67446: 3-Fluorobenzoic acid, 3-methylbut-2-enyl ester P ——
123.0 10.00 10.50
m/z 81.10 32.87%
68.0
5000
95.0
41.0
A PO B PP
R RRama L R ARARARRY — —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123445.D

Acqg On : 24 Mar 2021 18:23
Operator : JU/CG

Sample : M1777-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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... 2.204 24.3 ng 1539600 1 6.916 1268200 20.0
Decane, 5-methyl- 7.192 3.3 ng 206458 1 6.916 1268200 20.0
Decane, 2-methyl- 7.257 4.8 ng 306215 1 6.916 1268200 20.0
Decane, 3-methyl- 7.304 6.3 ng 401527 1 6.916 1268200 20.0
Oxalic acid, al... 7.551 3.1 ng 195152 1 6.916 1268200 20.0
Decane 7.628 6.8 ng 485844 2 8.198 1431500 20.0
Decane, 3,7-dim... 7.698 3.2 ng 229324 2 8.198 1431500 20.0
Hexane, 3-ethyl... 7.880 5.2 ng 374713 2 8.198 1431500 20.0
unknown7.916 7.916 3.3 ng 234744 2 8.198 1431500 20.0
Undecane, 2,4-d... 7.951 5.9 ng 424757 2 8.198 1431500 20.0
Undecane, 3-met... 7.992 2.9 ng 210735 2 8.198 1431500 20.0
Undecane, 2,6-d... 8.263 4.4 ng 317779 2 8.198 1431500 20.0
Hexadecane 8.792 6.7 ng 481817 2 8.198 1431500 20.0
Benzene, 4-(2-b... 9.027 6.1 ng 434307 2 8.198 1431500 20.0
unknown9.080 9.080 5.5 ng 394872 2 8.198 1431500 20.0
unknown9.363 9.363 7.8 ng 1925600 3 9.969 4939350 20.0
unknown9.839 9.839 16.8 ng 4151310 3 9.969 4939350 20.0
unknown9.886 9.886 16.9 ng 4179660 3 9.969 4939350 20.0
Tetracosyl hept... 10.239 11.4 ng 2806120 3 9.969 4939350 20.0
2,6-Naphthalene.. 10.398 10.4 ng 2576130 3 9.969 4939350 20.0
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