LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071620.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.428 563 568 571 rBY 3003575 2902797 82.91% 10.730%
2 6.439 735 740 743 rBV 2641295 2877293 82.19% 10.636%
3 6.810 800 803 807 rBY 1055398 845860 24.16% 3.127%
4 7.375 894 899 902 rBVY 2100731 1949298 55.68% 7.205%
5 8.092 1016 1021 1025 rBvV 1230266 1135645 32.44% 4.198%
6 8.151 1028 1031 1034 rVB2 53780 69699 1.99% 0.258%
7 8.333 1059 1062 1064 rBvV2 55121 60167 1.72% 0.222%
8 8.392 1064 1072 1074 rBv4 107533 189009 5.40% 0.699%
9 8.480 1084 1087 1090 rBv4 68967 77902 2.23% 0.288%
10 8.522 1090 1094 1095 rvv2 118801 123819 3.54% 0.458%

11 8.563 1099 1101 1104 rVB2 144805 131707 3.76% 0.487%
12 8.645 1110 1115 1118 rBv4 109984 203610 5.82% 0.753%
13 8.727 1124 1129 1131 rBV6 111233 219155 6.26% 0.810%
14 8.786 1136 1139 1143 rVB4 161921 195452 5.58% 0.722%
15 8.845 1146 1149 1151 rBV3 130155 132755 3.79% 0.491%

16 8.869 1151 1153 1157 rBV2 134081 191692 5.48% 0.709%
17 8.975 1168 1171 1174 rBV3 195101 229890 6.57% 0.850%
18 9.057 1182 1185 1187 rBV3 159420 197337 5.64% 0.729%
19 9.092 1188 1191 1193 rVV2 421483 352023 10.06% 1.301%
20 9.122 1193 1196 1199 rVB 514279 470925 13.45% 1.741%

21 9.175 1200 1205 1208 rBV 3460159 3500935 100.00% 12.941%
22 9.251 1215 1218 1223 rBV3 673205 1005548 28.72% 3.717%
23 9.563 1268 1271 1273 rBV 1663844 1631906 46.61% 6.032%
24 9.722 1295 1298 1301 rBV3 950016 1314709 37.55% 4 _.860%
25 9.769 1303 1306 1309 rvB 1787391 1869250 53.39% 6.910%

26 9.851 1315 1320 1324 rBV4 1120145 2025089 57.84% 7.486%
27 10.122 1364 1366 1369 rBV2 782331 717020 20.48% 2.650%
28 13.980 2019 2022 2031 rVB 1030848 1227544 35.06% 4 .538%
29 15.415 2262 2266 2270 rBV 784197 928621 26.52% 3.433%
30 15.874 2341 2344 2350 rVB 117725 163265 4.66% 0.603%

31 16.527 2452 2455 2462 rVB2 67519 113134 3.23% 0.418%

Sum of corrected areas: 27053056
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072320\

BF120985.D

23 Jul 2020 17:20

JU/CG

L3380-03

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On : 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown8.39 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.

8.39 3.33 ng 189009 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4(1H)-Pteridinone. 2-amino- 163 C6H5N50 002236-60-4 27
2 Cvclopentane. 1-methvl-2-(2-prop... 124 C9H16 050746-53-7 14
3 6.11-Undecadiene. l-acetoxv-3.7-... 252 C16H2802 1000150-66-0 14
4 Dodeca-1.6-dien-12-ol. 6.10-dime... 210 C14H260 1000156-13-8 14
5 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 11

Abundance Scan 1072 (8.392 min): BF120985.D (-1064) (-) m/z 177.10 100.00%
177.1
55.1 g1.0
107.1
5000
137.1
8.00 8.20 8.40 8.60 8.80
NP IS RPN | T m/z 163.10 88.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33017: 4(1H)-Pteridinone, 2-amino-
168.0
5000 8.00 8.20 8.40 8.60 8.80
122.0 m/z 55.10 72 .19%
R R R I I AR AR A L LA LA AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10726: Cyclopentane, 1-methyl-2-(2-propenyl)-, trans-
55.0 83.0
8.00 8.20 840 8.60 8.80
5000 m/z 81.00 69.58%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104070: 6,11-Undecadiene, 1-acetoxy-3,7-dimethyl- R e R
43.0 81.0 8.00 8.20 8.40 8.60 8.80
m/z 83.05 68.79%
5000
M 123.0
L1l 1820, 4l 8030 H 1490 177.0  210.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 800 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On : 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Sulfurous acid, 2-ethylhexy... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.

8.52 2.18 ng 123819 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 64
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 64
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 64
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 64
5 Decane, 5-propyl- 184 C13H28 017312-62-8 59

Abundance Scan 1094 (8.522 min): BF120985.D (-1090) (-) m/z 57.10 100.00%
57.1
5000
820 840 8.60 8.80
m/z 71.10 84 .80%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #222748: Sulfurous acid, 2-ethylhexyl heptadecy! ester
57.0
5000 I NARAR SRR SRR AR
8.20 8.40 8.60 8.80
113.0 m/z 43.10 61.06%
[ R YY: 2390
m/z--> 25 Jo éo 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #19198: Octane, 3,6-dimethyl-
57.0
820 840 8.60 8.80
5000 m/z 41.10 35.77%
2.0 113.0
\‘ \‘\ i 85\ 0 | 142 0
miz-> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R RN R mEEa
57.0 8.20 8.40 8.60 8.80
m/z 55.05 25.00%
5000 85.0
L ‘ [ \1{?0‘1410 183.0 2110 239.0 2670 2960
mz-> 20 Jo éo 80 160 120 140 160 180 200 220 240 260 280 300 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On : 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown8.56 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.56 2.32 ng 131707 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.6-Trimethvladamantane 178 C13H22 024139-37-5 41
2 1.3.4-Trimethvladamantane 178 C13H22 1000214-98-3 25
3 Formamide. N-(4-methvl-3-nitroph... 180 C8H8N203 1000319-41-8 22
4 2-Benzothiazolecarboxaldehvde 163 C8H5NOS 006639-57-2 18
5 Phthalic acid, 2-cyclohexylethyl... 290 C17H2204 1000309-03-4 16
Abundance Scan 1101 (8.563 min): BF120985.D (-1099) (-) m/z 163.10 100.00%
163.1
5000 107.0 1330

41.1 55.0 149.1

8.20 8.40 8.60 8.80
m/z 107 .00 49_41%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44118: 1,3,6-Trimethyladamantane

163.0

5000 . IIIII|||II|IIII|IIII|I
107.0 8.20 8.40 8.60 8.80

m/z 133.00 47 .31%

121.0 135 0 149.0 178.0

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

Abundance #44119: 1,3,4-Trimethyladamantane
168.0
8.20 8.40 8.60 8.80
m/z 41.10 40.38%
5000 107.0
93.0
55.0
79.0 121 0, 149.0 178.0
\w TR = A e
m/z--> 20 40 80 100 120 140 160 180
Abundance #46135. Formamide, N-(4-methyl-3-nitrophenyl)- R B .
163.0 8.20 8.40 8.60 8.80
m/z 55.00 40.08%
77.0 180.0
5000
107.0
51.0
29.0
20, W oo | mo®0u00 | | e
m/z--> 20 40 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\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On : 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown8.65 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

8.65 3.59 ng 203610 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.3-trimethvl-. (... 126 C9H18 001678-81-5 38
2 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 38
3 1-(Hvdroxvamino)adamantane 167 C10H17NO 031463-23-7 35
4 Cvclooctane. ethvl- 140 C10H20 013152-02-8 30
5 9-Oxabicyclo[6.1.0]nonane, 1-met... 140 C9H160 052954-47-9 30

Abundance Scan 1116 (8.651 min): BF120985.D (-1110) (-) m/z 69.10 100.00%
5000
" '8.40 8.60 8.80 9.00
m/z 41.10 84 .30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11635: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
69.0
55.0
410 111.0
5000 IR SRR RN RN
83.0 126.0 8.40 8.60 8.80 9.00
27.0 ' m/z 135.10 78 .53%
: 910
| L | L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11582: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0 S LAt
55.0 8.40 8.60 8.80 9.00
5000 41.0 m/z 55.10 65.28%
126.0
27.0 84.0
...|.‘.‘..‘QH...‘.‘|.‘.‘..|“....‘,..l.,.‘...,....,....,...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35881: 1-(Hydroxyamino)adamantane A B m s B S
94.0 135.0 8.40 8.60 8.80 9.00
m/z 43.10 62.01%
5000 41.0
79.0
61.0 ‘ 149.0
...,....‘,‘...“.‘,‘....‘,‘..‘.‘.,.‘...,...l,..“..,l??'?.,... S et atui
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\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On : 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown8.73 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

8.73 3.86 ng 219155 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvcloll.1.11pentan-2-ol. 2-(1H... 150 C8H10N20 069393-38-0 30
2 Cvclohexane. (2-ethvl-1-methvlbu... 180 C13H24 074810-41-6 30
3 1.4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 30
4 1-T4-Hvdroxvmethyl-5-(2-mercapto... 272 C11H16N204S 128453-39-4 27
5 2-(2-Hydroxycycloheptyl)-furan 180 C11H1602 1000145-02-9 27

Abundance Scan 1129 (8.727 min): BF120985.D (-1124) (-) m/z 95.10 100.00%
od.1
163.1
41.1
5000 67.0
1111 1351 AR R S
179.1 840 860 8.80 9.00
m/z 163.10 66.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24350: Bicyclo[1.1.1]pentan-2-ol, 2-(1H-imidazol-4-yl)-
95.0
5000 68.0 8.40 8.60 8.80 9.00
o 135.0 m/z 151.10 64 .40%
¥ 150.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #45751: Cyclohexane, (2-ethyl-1-methylbutylidene)-
95.0
410 151.0
' 67.0 8.40 8.60 8.80 9.00
5000 m/z 81.00 63.02%
\L ‘ b 180.0
— |2|6| i |H“ﬁ‘ T I‘wlwl I‘\‘i\l |U‘l‘| Iw‘;‘lll |‘ . |1|35|(|)| : l e R |‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24832: 1,4 Benzodioxan-6-amine e ERREREEEEE T
151.0 8.40 8.60 8.80 9.00
m/z 41.10 47 .89%
95.0
5000
67.0
41.0
26.0 ‘ 136.0 |
m/z--> 20 40 60 80 100 120 140 160 180 ' 840 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On : 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknown8.79 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.79 3.44 ng 195452 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 35
2 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 35
3 Oxalic acid. allvl pentadecvl ester 340 C20H3604 1000309-24-3 27
4 Oxalic acid. cvclobutvl tridecvl... 326 C19H3404 1000309-70-4 22
5 1-Heneicosanol 312 C21H440 015594-90-8 22
Abundance Scan 1140 (8.792 min): BF120985.D (-1136) (-) m/z 57.10 100.00%
57.1
179.1
5000
121.0
840 8.60 8.80 9.00 9.20
ke m/z 179.10 66.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242008: Tetratriacontyl pentafluoropropionate
57.0
5000 NSRRI NN SRR
111.0 8.40 860 8.80 9.00 9.20
m/z 83.10 42 .20%
, l 167.0222.0 278.0334.0390.0  476.0 622.0
m/z--> 0 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242758: Tetratriacontyl heptafluorobutyrate
57.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 71.10 41.94%
111.0
‘ l [167.0222.0 278.0334.0390.0  476.0 672.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #176817: Oxalic acid, allyl pentadecy! ester T
41.0 8.40 860 8.80 9.00 9.20
m/z 41.10 38.46%
5000
7.0
"J"‘ ""ll""'l"" "'2'55'.'0" DR S DA SRR DA B TprTTTTTTTTT T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 8.40 860 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On : 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknown8.85 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.

8.85 2.34 ng 132755 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Methoxvy-2-methvlbenzothiazole 179 C9HONOS 1000342-71-0 43
2 Silane. chlorodiethvl(2-methvlbu... 208 C9H21CIOSi 1000363-11-1 40
3 Benzoic acid. 4-nitroso-. ethvl ... 179 C9H9NO3 007476-79-1 38
4 2(3H)-Benzothiazolone. 3-methvl-... 179 C8HIN3S 001128-67-2 35
5 Benzothiazole, 6-methoxy-2-methyl- 179 C9HINOS 002941-72-2 35

Abundance Scan 1150 (8.851 min): BF120985.D (-1146) (-) m/z 69.05 100.00%
69.0 179.1
105.0
5000 41.1
IR AR AN RN
8.60 8.80 9.00 9.20
m/z 179.10 84.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45094: 5-Methoxy-2-methylbenzothiazole
179.0
136.0
5000 L RN R L
69.0 950 8%0 880 900 9'20
150 450 ‘ m/z 70.10 64.86%
I - || FN— -'=‘-1-7."£ M N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68295: Silane, chlorodiethyl(2-methylbutoxy)-
109.0 179.0
860 880 9.00 9.20
5000 m/z 105.00 59.97%
81.0 125.0
....,..‘.ﬁ.o...,....,“...“.,..‘..,“1‘...,.1?%'9,...‘. L. 2080
m/z--> 20 40 100 120 140 160 180 200
Abundance #45072. Ben20|c acid, 4-nitroso-, ethyl ester R REEE RS
65.0 103.0 179.0 8.60 8.80 9.00 9.20
m/z 71.10 48.52%
5000 149.0
29.0 % 121.0
5.
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\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On : 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 1,1"-Bicyclohexyl Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.

8.87 3.38 ng 191692 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Bicvclohexvl 166 C12H22 000092-51-3 64
2 Carbonic acid. 2.2.2-trichloroet... 274 C9H13C1303 1000357-89-5 59
3 Adipic acid. di(trans-hex-3-envl... 310 C18H3004 1000354-02-3 59
4 Adipic acid. di(cis-hex-3-envl) ... 310 C18H3004 1000353-98-7 59
5 2,4-Hexadiene, (E,E)- 82 C6H10 005194-51-4 46

Abundance Scan 1153 (8.869 min): BF120985.D (-1151) (-) m/z 82.10 100.00%
82.1
55.0
5000
| P R TToE 5By 3ho 520
"'|'"'ll""ll'l'"!l"”l| e .|||| |'.'..“.' ”|.”||I.”|.|”” L m/z 55.05 55_81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35158: 1,1'-Bicyclohexyl
82.0
5000 LR I LN L UL
55.0 8.60 8.80 9.00 9.20
166.0 m/z 67.00 54_.73%
29.0 ,| 1oL 109.0  138.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #123051: Carbonic acid, 2,2,2-trichloroethyl cyclohexyl ester
82.0
" 860 880 9.00 9.20
5000 m/z 83.10 45 _46%
55.0
29.0 | M\“ | 1000 30 1570 1930
m/z--> 26 Jo 60 8 100 120 140 160 180 200 220
Abundance #152936: Adipic acid, di(trans-hex-3-enyl) ester A ma L
82.0 8.60 8.80 9.00 9.20
m/z 41.10 30.19%
5000 55.0
129.0
200 | A —— ‘ 147.0 211.0229.0
m/z--> 20 40 éo 86 160 120 140 160 180 200 220 8.60 8.80 9.00 9.20

8270-BF071620-M Fri Jul 24 06:12:18 2020

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On : 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknown8.97 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

8.97 4_.05 ng 229890 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.cis-2.9-Dimethvilspirol5.5lun... 180 C13H24 095472-51-8 46
2 Bicvclol4.1.0Theptane. 3-methvl-... 180 C13H24 041977-48-4 43
3 Naphthalene. 2-butvldecahvdro- 194 C14H26 006305-52-8 43
4 Bicvclol4.1.0Theptane. 3.7.7-tri... 138 C10H18 006069-97-2 41
5 Cyclohexene,1-(2-methylpropyl)- 138 C10H18 003983-03-7 41

Abundance Scan 1170 (8.969 min): BF120985.D (-1168) (-) m/z 149.10 100.00%
149.1
105.0 163.1
41.1 67.0 g1.0
. 119.0
5000 133.0
177.1
1o1.2 SRS R SR

8.60 8.80 9.00 9.20 9.40
m/z 105.00 69.65%

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

Abundance #45741: cis,cis-2,9-Dimethylspiro[5.5]undecane
81.0 95.0
55.0
5000 110.0 T IIII|IIII IIII|IIIII
180.0 8.60 8.80 9.00 9.20 9.40
137.0 m/z 163.10 66.69%
L 151.0165.0
L B A e B i [ o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45747: Bicyclo[4.1.0]heptane, 3-methyl-7-pentyl-
81.0
95.0 e B EREEE R
8.60 880 9.00 9.20 9.40
5000 55.0 m/z 41.10 63.37%
41.0
109.0 180.0
123.0
e H‘ ‘ H iy 137.0151.0165.0

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

Abundance #56494: Naphthalene, 2-butyldecahydro- L B o
81.0 137.0 8.60 8.80 9.00 9.20 9.40
' m/z 67.00 61.00%
95.0
5000
67.0
410 194.0
27\0 [N H‘u “‘ \\\“ ol 10\9 01230 L ‘ 151.0165.0

A o B o e B e A B e o S e R RRARE RS

m/z--> 20 40 60 80 100 120 140 160 180 200 860 8.80 9.00 9.20 940

8270-BF071620-M Fri Jul 24 06:12:19 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On : 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknown9.09 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

9.09 3.48 ng 352023 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Ethoxvphenvl (2-(phenvithio)eh... 317 C17H19NO3S 093407-56-8 35
2 1H-Purin-2-amine. 6-methoxv-N-me... 179 C7HON50 050704-44-4 27
3 2-Propenvl-3-vinvloxirane 110 C7H100 070597-49-8 27
4 trans-(2-EthvlcvclopentvDmethyvl... 170 C10H1802 1000099-13-9 27
5 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C10H18 061142-30-1 27

Abundance Scan 1191 (9.092 min): BF120985.D (-1188) (-) m/z 81.10 100.00%
811
179.2
123.1
5000 5.0
149.1 BB LAREE NS SRR AR
208 8.80 9.00 9.20 9.40
= m/z 179.15  77.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #158750: p-Ethoxypheny! (2-(phenylthio)ehtyl)carbamate
110.0
138.0
179.0
5000 L L AL L
450 8.80 9.00 9.20 9.40
810 m/z 123.10 55.99%
150, (|5 L Uk C 317.0
m/z--> ﬁb&%@m@@mﬁmmmmmﬁ
Abundance #44953: 1H-Purin-2-amine, 6-methoxy-N-methy!-
44.0 179.0
880 9.00 9.20 9.40
5000 9.0 m/z 109.10 54.78%
150.0
68.0
119.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #5818: 2-Propenyl-3-vinyloxirane A B
55.0 8.80 9.00 9.20 9.40
m/z 69.10 53.76%
81.0
5000
27.0 110.0
IIII''J''I'"{'I'\""‘It""l""lIIII A SR SR S D DR S B A B rrryrTTTTTTT T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 8.80 9.00 9.20 9.40

8270-BF071620-M Fri Jul 24 06:12:19 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On : 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Dodecane, 2,6,11-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

9.12 4.65 ng 470925 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 80
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 72
4 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 58
5 Oxalic acid, ethyl neopentyl ester 188 C9H1604 1000309-72-4 53

Abundance Scan 1196 (9.122 min): BF120985.D (-1193) (-) m/z 57.10 100.00%
5000 ,,~,A,~q,w»xuﬁwvdﬂf“”’ﬂwAJAA
U NARANSERE SRS AR
113.1 1351 1771 8.80 9.00 9.20 9.40
0ot 1071 m/z 71.10 88.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
5000 IBENARAN SR SRS
410 8.80 9.00 9.20 9.40
m/z 43.10 56.76%
26 141.0  169.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
880 9.00 920 940
5000 m/z 41.10 37 .00%
41l0 85.0
260 » [ - ‘ 130 14101560  183.0
m/z--> 20 40 60 85 160 120 140 160 180 200 '
Abundance #71405: Dodecane, 2,6,10—trimethy|— L L LB L N N BN |
57.0 8.80 9.00 9.20 9.40
m/z 85.10 34.97%
- JJ
41l0
85.0
26,0 “ [ ‘ L M801550 1550 1830 2060
m/z--> 20 40 60 8|0 100 120 140 160 180 200 ' 880 9.00 9.0 9.40

8270-BF071620-M Fri Jul 24 06:12:20 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On : 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Decahydro-4,4,8,9,10-pentam... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

9.25 9.93 ng 1005550 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 90
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
3 Pvrazolol5.1-cl-as-triazine-3-ca... 193 C6H7N70 016111-78-7 27
4 Pvrimido(5.4-e)-as-triazine-5.7(... 193 C7H7N502 000084-82-2 25
5 2-Anthracenamine 193 C14H11IN 000613-13-8 18

Abundance Scan 1218 (9.251 min): BF120985.D (-1215) (-) m/z 193.15 100.00%
198.2
55.0 123.1
5000
39 9.00 9.20 9.40 9.60
1 16111771
ol : 292 | "m/z 55.05 63.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
123.0
5000 69.0 9.0 U R RS U
9.00 9.20 9.40 9.60
m/z 123.10 60.27%
151.0
530 209.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
198.0
U L L L I
9.00 9.20 9.40 9.60
123.0
5000 m/z 69.10 58.86%
150.0
95.0
26,0 20 589 750 | | 1760 ||
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #55540: Pyrazolo[5,1-c]-as-triazine-3-carboxylic acid, 4-a... T
193.0 9.00 920 9.40 9.60
m/z 41.10 51.00%
95.0
5000 162.0 HNJVVWJMKPAAAVAfvvvdmrrijfuﬂJ\
6?0 135.0
mz-> 20 40 60 80 100 120 140 160 180 200 | " '9.00 9.20 9.40 9.60

8270-BF071620-M Fri Jul 24 06:12:20 2020

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On : 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 unknown9.72 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.72 12.98 ng 1314710 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Decahvdro-4.4.8.9.10-pentamethyl... 208 C15H28 080655-44-3 45
2 Silane. chlorodiethvl(2-methvlpe... 222 C10H23CIOSi 1000363-79-1 38

3 Silane. chlorodiethvlhexvloxv- 222 C10H23CIOSi 1000363-74-4 27
4 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 20
5 2-Anthracenamine 193 C14H11N 000613-13-8 20
Abundance Scan 1298 (9.722 min): BF120985.D (-1295) (-) m/z 69.10 100.00%
A
5000
209.2 9.40 9.60 9.80 10.00
m/z 193.20 74 .33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193.0
123.0
5000 II|IIII|IIIIIIII|IIII|
9.40 9.60 9.80 10.00
m/z 55.10 73.84%
151.0
530 | ] emo
“...,.”.,. "'|”"|"”|"'w""|”"|"”|"'
m/z--> 40 100 120 140 160 180 200 220
Abundance #78628. Sllane, chlorodiethyl(2-methylpent-3-yloxy)-
109.0 193.0
e A REEEEEasS
9.40 9.60 9.80 10.00
5000 m/z 109.10 72.16%
83.0
43.0 125.0 151.0
27.0 65.0
,.u..,“...‘; ,*.‘...,...‘.,..‘..,l...,...‘.,..1?5:",0.*..‘: —r
m/z--> 20 60 100 120 140 160 180 200 220
Abundance #78622. Silane, chlorodiethylhexyloxy- e A REEEEEasS
193.0 9.40 9.60 9.80 10.00
830 1090 m/z 97.10 65.80%
5000
55.0 #
125.0
bl (U aaL0 2630 220 TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9. 80 10.00

8270-BF071620-M Fri Jul 24 06:12:21 2020

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On : 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 unknown9.77 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.77 18.46 ng 1869250 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 45
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 42
3 Pvrimido(5.4-e)-as-triazine-5.7(... 193 C7H7N502 000084-82-2 32

4 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 32
5 Acetamide, N-methyl-N-[4-[3-(hyd... 224 C12H20N202 130403-63-3 22
Abundance Scan 1306 (9.769 min): BF120985.D (-1303) (-) m/z 193.20 100.00%
193.2
97.1

5000

9.40 9.60 9.80 10.00

0 209.2 m/z 97.10 69.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69.0 193.0

123.0

5000

940 9.60 980 10.00
m/z 69.10 58.38%

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

Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
L B o
9.40 9.60 9.80 10.00
5000 55.0 m/z 55.10 48_.37%
109.0
81.0
i W
137.0
e Al l ) ST0 seorso | 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55567: Pyrimido(5,4-€)-as-triazine-5,7(1H,6H)-dione, 1,6-... L B o
109.0 136.0 193.0 9.40 9.60 9.80 10.00
m/z 41.10 46.44%
66.0 83.0
5000
43.0 165.0
‘ il \‘\ \‘ \ ‘ !

m/z--> 20 40 60 80 100 120 140 160 180 200 220 940 9.60 980 10.00

8270-BF071620-M Fri Jul 24 06:12:21 2020

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On : 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 wunknownl10.12 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.12 7.08 ng 717020 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 38
2 Sulfurous acid. isohexvl 2-pentv... 236 C11H2403S 1000309-15-5 27
3 Nonadecane 268 C19H40 000629-92-5 25
4 Tetradecane. 5-methvl- 212 C15H32 025117-32-2 25
5 (1-t-Butylthiovinyloxy)trimethyl... 204 C9H200SSi 063584-47-4 22
Abundance Scan 1366 (10.122 min): BF120985.D (-1364) (-) m/z 133.10 100.00%
138.1
85.1
5000
204.2 UV AR SRR
113. 9.80 10.00 10.20 10.40
,....,...‘I,.'.':., . 26111831 | 2052 o787 70 76.84%
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #71395: Pentadecane
57.0
29.0
5000 85.0 AR AR RN AR
9. 80 10. 00 10. 20 10.40
m/z 71.10 72 .80%
mz-> 20 40 60 éo"iéé"iéé"iié’ T 'z'oé"z'zé"éié’ 260
Abundance #90256: Sulfurous acid, isohexyl 2-pentyl ester
43.0 85.0
'9.80 10.00 10.20 10.40 |
5000 m/z 43.10 56.53%
@- , 111.0 momm mMﬂWMﬁﬂMWﬁ%
m/z--> 25 Jo 65 80 160 150 150 160 180 200 220 250 2éo
Abundance #117637: Nonadecane e A REEEEEasS
57.0 9.80 10.00 10.20 10.40
m/z 85.10 52.83%
85.0
5000
29.0 ﬁAﬁwﬂvﬁkpkﬂm/VU“””jLL
| |y 1180 1410 1690 197.0 268.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 220 24'10 2('30 9. 80 10. 00 10. 20 10 40 '

8270-BF071620-M Fri Jul 24 06:12:22 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On : 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 1-lodoundecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.87 3.52 ng 163265 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodoundecane 282 C11H23lI 004282-44-4 91
2 Heptacosane 380 C27H56 000593-49-7 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 86
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2343 (15.868 min): BF120985.D (-2341) (-) m/z 57.10 100.00%
57.1
5000 \VA»\*“/\W”\W/\/\\WvAk,AWN/
| o 5160 1580 1610 1620
411.1760 2141 : : : :
— “ Lt 2451 2830  s41l m/z 71.10 72.59%
m/z--> 50 100 150 200 250 300 350
Abundance #128607: 1-lodoundecane
57.0
5000 LRI BB BUGILN UL B
15 60 15. 80 16. oo 16 20
m/z 43.10 53.31%
27,0 99.0 155.0
[ ) | 197.0 282. 0
m/z--> 55 160 150 200 2%0 300 3%0 '
Abundance #202661: Heptacosane
57.0
' 15.60 15.80 16.00 16.20
5000 m/z 85.10 53.13%
99.0
27,0 JJU|MW1%02m2mom% 380.0
m/z--> 50 160 1%0 200 250 360 3%0 '
Abundance #215181: 2-methyloctacosane AR EEEEE RS
57.0 15.60 15.80 16.00 16.20
m/z 55.05 26.64%
5000 W
99.0
270) | | | | | 1420 1830 2250 267.0 309.0 3650
m/z--> 55 160 1%0 260 250 300 3%0 ' 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072320\
Data File : BF120985.D

Aca On : 23 Jul 2020 17:20

Operator : JU/CG

Sample : L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 1-Penten-3-one, 1-(2,6,6-tr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.53 2.44 ng 113134 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 70
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 64
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 52
4 Pvridol3.4-dlpvridazin-1(2H)-one... 191 C8HIN50 1000263-69-7 50
5 3-Buten-2-one, 4-(2,5,6,6-tetram... 206 C14H220 000079-70-9 46
Abundance Scan 2456 (16.533 min): BF120985.D (-2452) (-) m/z 191.05 100.00%
194.1
5000
95.0
55. 37.1 USRIV R
231.0 267 0 397.3 16.20 16.40 16.60 16.80
: m/z 95.00 31.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0
5000 LRI S BRI SUURA B
57.0 1620 16.40 16.60 16.80
030  149.0 m/z 81.00 24 .58%
15. .“.ll‘.'.‘l. ————
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191.0
16.20 16.40 16.60 16.80
5000/ 28.0 m/z 67.00 23.55%
950 1350
‘.‘ I\M\ S
m/z--> 50 100 150 200 250 300 350 400
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... e EREmEmEE T
191.0 16.20 16.40 16.60 16.80
m/z 109.00 22 .49%
5000 43.0
123.0
91.0
.u‘.‘,“.”‘.“.‘.M,‘h.‘}\.‘nl.]’FEﬂQ‘ul,{.... ——— e L
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072320\
Data File : BF120985.D

Acq On 23 Jul 2020 17:20

Operator : JU/CG

Sample - L3380-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620_.M
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]
unknown8 .39 8.39 3.3 ng 189009 2 8.09 1135650 20.0
Sulfurous acid, 2... 8.52 2.2 ng 123819 2 8.09 1135650 20.0
unknown8 .56 8.56 2.3 ng 131707 2 8.09 1135650 20.0
unknown8.65 8.65 3.6 ng 203610 2 8.09 1135650 20.0
unknown8.73 8.73 3.9 ng 219155 2 8.09 1135650 20.0
unknown8.79 8.79 3.4 ng 195452 2 8.09 1135650 20.0
unknown8 .85 8.85 2.3 ng 132755 2 8.09 1135650 20.0
1,1"-Bicyclohexyl 8.87 3.4 ng 191692 2 8.09 1135650 20.0
unknown8 .97 8.97 4.0 ng 229890 2 8.09 1135650 20.0
unknown9 .09 9.09 3.5 ng 352023 3 9.86 2025090 20.0
Dodecane, 2,6,11-_.. 9.12 4.7 ng 470925 3 9.86 2025090 20.0
Decahydro-4,4,8,9... 9.25 9.9 ng 1005550 3 9.86 2025090 20.0
unknown9 .72 9.72 13.0 ng 1314710 3 9.86 2025090 20.0
unknown9 .77 9.77 18.5 ng 1869250 3 9.86 2025090 20.0
unknown10.12 10.12 7.1 ng 717020 3 9.86 2025090 20.0
1-lodoundecane 15.87 3.5 ng 163265 6 15.42 928621 20.0
1-Penten-3-one, 1... 16.53 2.4 ng 113134 6 15.42 928621 20.0
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