LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 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:\HPCHEM1I\BNA F\METHODS\8270-BF040618.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 3.646 257 265 280 rBV 485132 913199 38.72% 4_.739%
2 5.416 562 566 581 rVB 1173969 1265209 53.65% 6.566%
3 6.287 709 714 717 rBV 68592 78565 3.33% 0.408%
4 6.445 737 741 752 rBV 847562 802334 34.02% 4.164%
5 6.581 759 764 767 rBVY 2284710 2182911 92.56% 11.328%
6 6.634 769 773 776 rVB2 162932 161153 6.83% 0.836%
7 6.804 799 802 806 rBV 697549 578633 24.53% 3.003%
8 6.863 808 812 815 rVB2 128706 124581 5.28% 0.647%
9 6.963 824 829 832 rBVY 2491923 2161983 91.67% 11.220%
10 7.116 851 855 857 rBV 80179 73270 3.11% 0.380%

11 7.210 867 871 876 rVB4 72414 102866 4_36% 0.534%
12 7.328 887 891 893 rBvV 202370 191052 8.10% 0.991%
13 7.375 895 899 901 rvv 1790127 1625581 68.93% 8.436%
14 7.398 901 903 906 rVvB 120092 103208 4._.38% 0.536%
15 7.516 918 923 926 rBV 132385 127804 5.42% 0.663%

16 7.604 931 938 941 rvB4 84692 130895 5.55% 0.679%
17 7.681 948 951 953 rBvV 85898 82137 3.48% 0.426%
18 7.887 983 986 991 rBV 119119 115624 4_90% 0.600%
19 7.928 991 993 1000 rBV3 84657 147447 6.25% 0.765%
20 7.992 1000 1004 1008 rBv4 88872 116236 4_.93% 0.603%

21 8.069 1014 1017 1018 rBV 164584 145071 6.15% 0.753%
22 8.092 1018 1021 1024 rVvVv 883457 763358 32.37% 3.961%
23 8.139 1026 1029 1031 rVB3 85172 91638 3.89% 0.476%
24 8.322 1057 1060 1063 rBv4 116737 171804 7.28% 0.892%
25 8.375 1066 1069 1073 rVB5 152716 191359 8.11% 0.993%

26 8.410 1073 1075 1077 rBV3 94794 80496 3.41% 0.418%
27 8.469 1081 1085 1088 rBv4 151131 195507 8.29% 1.015%
28 8.504 1088 1091 1092 rBV3 94718 111615 4.73% 0.579%
29 8.528 1093 1095 1097 rvv2 97173 76309 3.24% 0.396%
30 8.551 1097 1099 1102 rVB3 118144 116243 4_.93% 0.603%

31 8.598 1104 1107 1109 rBV 446390 382629 16.22% 1.986%
32 8.622 1109 1111 1112 rBV2 80890 72865 3.09% 0.378%
33 8.710 1123 1126 1128 rBV3 119648 177858 7.54% 0.923%
34 8.834 1144 1147 1149 rBvV2 186015 192476 8.16% 0.999%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.063 1177 1186 1187 rBV2 603780 1514874 64.23% 7.862%
36 9.175 1201 1205 1212 rBV 551339 1542269 65.39% 8.004%
37 9.245 1212 1217 1222 rBV2 913174 2358459 100.00% 12.239%

Sum of corrected areas: 19269518
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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:\HPCHEM1I\BNA F\DATA\BF042418\

BF104756.D

24 Apr 2018 15:13

JussJ

J2501-02

7 Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

3.65

TIC: BF104756.D

0
Time-->

T
4.00

4.50

5.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0.

TIC: BF104756.D

Time-->

10.00

10.50

11.00

11.50

12.00

12.50

13.00 13.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF104756.D

Time-->

14.00

14.50

15.00

15.50

16.00

16.50

17.00

17.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2-Pentanol, 4-methyl- Concentration Rank 3

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

3.65 31.56 ng 913199 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 83
2 2-Hexanol 102 C6H140 000626-93-7 83
3 2-Octanol 130 C8H180 000123-96-6 78
4 2-Octanol. (R)- 130 C8H180 005978-70-1 64
5 2-Octanol, (S)- 130 C8H180 006169-06-8 64

Abundance Scan 266 (3.652 min): BF104756.D (-257) (-) m/z 45.00 100.00%
45
5000 /\\
69 llll|llll TTTT TTTT TTT
57 87 340 3.60 3.80 4.00
...,....,....,..?ﬁ‘,|:|!..,..:'.,....|,....,...'.,....191...,....,....,.... m/z 43.05 23.13%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4443: 2-Pentanol, 4-methyl-
45
5000

3.40 3.60 3.80 4.00

27 69 m/z 69.10 20.51%
2w g P w oy
T T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45
R B R A
3.40 3.60 3.80 4.00
5000 m/z 41.05 17.17%
27 69
o 38 55 87 102
T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13631: 2-Octanol N REa s REmasmEa
45 340 3.60 3.80 4.00

m/z 39.00 7.68%

5000
27 55
5 3\‘ L6370 778 97 12 gp

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.40 3.60 380 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.29 Concentration Rank 20

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

6.29 2.72 ng 78565 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. methvl- 98 C7H14 000108-87-2 38
2 1-Butene. 2.3.3-trimethvl- 98 C7H14 000594-56-9 35
3 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 35
4 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 27
5 Oxalic acid, cyclohexyl isohexyl... 256 C14H2404 1000309-30-7 27

Abundance Scan 715 (6.293 min): BF104756.D (-709) (-) m/z 83.10 100.00%
7 B
43
71
5000
98 129
| | || 111 6.00 6.20 6.40 6.60
...,....,....,....,....',!.'..,.'..:,...'.', sl e m/z 57.10 91.13%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3343: Cyclohexane, methyl-
55 83
5000
41 o8 6.00 6.20 6.40 6.60
. m/z 43.00 77 .18%
“'P'”P'”I”A“”'M””W'”'P'JM'“Ih'ﬁ{'W'”'P”'P'”P'”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 83
41 6.00 620 6.40 6.60
5000 m/z 71.00 61.27%
29 98
15 6775 &
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3397: 2-Pentene, 4,4-dimethyl-, (E)-
55 83 6.00 6.20 6.40 6.60
m/z 41.00 45_27%
41
5000
27 98
15 69
'”ﬁ'”P”'P“'P”'P”W'”W'“W'”W'”ga'ﬁ”'ﬁ””l””P'”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.58 Concentration Rank 1

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

6.58 75.45 ng 2182910 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 764 (6.581 min): BF104756.D (-759) (-) m/z 132.00 100.00%
5000 68
© s [} 70 e P rosms S5 6k 5o by 70
B E e m/z 68.05 37 .54%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR N R
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.54%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 23.71%
41 97
53
29 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R S e RaRaa )
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 14 .58%
5000 og M°
SN JM 8 p%97.kk,..“u 8 .1§?.
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Decane Concentration Rank 7

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

6.63 5.57 ng 161153 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 81
2 Tridecane 184 C13H28 000629-50-5 72
3 Nonane 128 C9H20 000111-84-2 64
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 64
5 Pentadecane 212 C15H32 000629-62-9 64

Abundance Scan 772 (6.628 min): BF104756.D (-769) (-) m/z 57.00 100.00%
5000
6.20 6.40 6.60 6.80 7.00
m/z 43.05 82.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19158: Decane
43 57
5000 NSRS RREBERERE SRR S
71 6.20 6.40 6.60 6.80 7.00
29 85 m/z 105.00 65.46%
5 ] L \‘ 9 113 142
miz--> b w8 1o @6 10 1% 1%
Abundance
43 57
71 6.20 6.40 6.60 6.80 7.00
5000 m/z 41.00 39.20%
85
29
18 99 113 127 141 155 184
miz--> 20 40 60 80 100 120 140 160 180
Abundance #12664: Nonane B o AR
8 6.20 6.40 6.60 6.80 7.00
m/z 71.05 34.73%
5000
41 85
---.-‘-‘--‘.‘---‘-‘.--“--.i‘---g“.g----.-l?gf-.----.----.---
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.86 Concentration Rank 12

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

6.86 4_.31 ng 124581 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. methvl- 98 C7H14 000108-87-2 47
2 1-Butene. 2.3.3-trimethvl- 98 C7H14 000594-56-9 43
3 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 38
4 Cvclopropane. 1.1.2.2-tetramethvl- 98 C7H14 004127-47-3 38
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 38

Abundance Scan 811 (6.857 min): BF104756.D (-808) (-) m/z 57.10 100.00%
7
43 105
5000 83
70 120
9 13 154 6.60 6.80 7.00 7.20
m/z 105.00 57.21%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3343: Cyclohexane, methyl-
55 83
5000
4 o8 6.60 6.80 7.00 7.20
. m/z 43.00 47 .29%
IIII""I""I"'UI""I""'I""I"'l‘l""lllll A B D S A B B
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 83
41 6.%0 6.|80 7.'00 7.'20
5000 m/z 41.00 39.43%
29 98
1 15 67
B R A LR RRARS RAAR RARAN RRANRRARN RRARN RALN LALLN RALAY LARAS KARAN LA LARRN A
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3397: 2-Pentene, 4,4-dimethyl-, (E)- T T
55 83 6.60 6.80 7.00 7.20
m/z 83.05 38.30%
41
5000
98
69
'”ﬁ”W””P”M””“”WAMP”W””PL'““'“W””P“W““P“W””P
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown7.52 Concentration Rank 15

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

7.52 3.35 ng 127804 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Cvclopentanediol. 3-methvl- 116 C6H1202 027583-37-5 45
2 Cvclohexanone. 2-propvl- 140 C9H160 000094-65-5 43
3 1-Propene. 1.1"-oxvbis-. (Z.2)- 98 C6H100 004696-27-9 43
4 1-Propene. 1.1"-oxvbis-. (E.Z2)- 98 C6H100 004696-29-1 43
5 Cyclohexanone, 2-pentyl- 168 C11H200 032362-97-3 43

Abundance Scan 924 (7.522 min): BF104756.D (-918) (-) m/z 57.10 100.00%
57
98
5000 a1
T e e e
7.20 7.40 7.60 7.80
SN 133143 m/z 98.05 54.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8176: 1,2-Cyclopentanediol, 3-methyl-
57
98
83
5000 69
43 7.20 7.40 7.60 7.80
L2 m/z 83.05 38.70%
: .“lu‘l“‘..‘i‘l‘ .“H‘l.‘l“l”.‘i‘l‘...“l...:L:Il-6|....|....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance
98
R L UL LR
7.20 7.40 7.60 7.80
5000 TR m/z 41.00 37.13%
11 140
miz--> 20 40 60 8 100 120 140 160
Abundance #3265: 1-Propene, 1,1-oxybis-, (Z,2)- AR RN LR R
4 57 7.20 7.40 7.60 7.80
98 m/z 43.05 31.38%
5000
69
29
| 83
T .-M“-ﬂw HW"“'|“"'\""l""l""l"" R L UL LR
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80

8270-BF040618.M Wed Apr 25 15:24:27 2018 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown7.60 Concentration Rank 14

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

7.60 3.43 ng 130895 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-ol. 2-methvl-5-(1... 208 C13H2002 000097-45-0 25
2 Ether. tert-butvl isopropvlidene... 154 C10H180 024524-56-9 22
3 Carvvl propionate. cis- 208 C13H2002 145032-50-4 17
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 12
5 2- Bromopropionic acid, heptyl e... 250 C10H19BrO2 038674-99-6 10

Abundance Scan 937 (7.598 min): BF104756.D (-931) (-) m/z 57.10 100.00%
57
119
5000
720 7.40 7.60 7.80 8.00
m/z 119.05 64 .43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67760: 2-Cyclohexen-1-ol, 2-methyl-5-(1-methylethenyl)-, ...
57
29 119
5000 91
a1 152 7.20 7.40 7.60 7.80 8.00
77 10 134 m/z 43.05 41.94%
165
— |:|I-‘? |“l i "M"l |Hl‘ . IHPH} : H“l‘ T ‘:m‘: ‘:‘ ﬁ - I\‘wlwl e |‘| |]|-7|9| — ||2(|)8||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
720 7.40 7.60 7.80 8.00
5000 a1 98 m/z 41_00 41 .54%
81
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #67684: Carvyl propionate, cis- A e o
57 09 7.20 7.40 7.60 7.80 8.00
1 m/z 98.10 38.65%
152
5000
i 91 134
79 165
el 88 .M | le WS b | ame 208
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown7.89 Concentration Rank 18

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

7.89 3.03 ng 115624 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 33
2 1-Hexene. 5.5-dimethvl- 112 C8H16 007116-86-1 32
3 3.5.5-Trimethvlhexvl acetate 186 C1l1H2202 058430-94-7 32
4 4-Decene., 2.2-dimethvl-. (E)- 168 C12H24 055534-69-5 25
5 Decyl isobutyl carbonate 258 C15H3003 959226-07-4 23

Abundance Scan 987 (7.892 min): BF104756.D (-983) (-) m/z 57.00 100.00%
57
5000
al 70 119 U I L R R
83 95 1¢7 133 148 7.60 7.80 8.00 8.20
m/z 41.05 23.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #74058: Heptyl isobutyl carbonate
57
5000 R T N R R
7.60 7.80 8.00 8.20
41 m/z 119.00 22.07%
29 ‘ 70 98
...|.‘l‘..‘|“l..“l‘.k“..|8.3...Ml...].-1'9....|....1|6:!'...|....
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
7.60 7.80 8.00 8.20
5000 a1 m/z 70.10 19.03%
29 o7
69 g4 112
mz-> 20 40 60 80 100 120 140 160 180
Abundance #50101: 3,5,5-Trimethylhexy| acetate  EAmmmEEE
57 7 7.60 7.80 8.00 8.20
43 m/z 55.05 13.07%
5000 115
83
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20

8270-BF040618.M Wed Apr 25 15:24:28 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.93 Concentration Rank 13

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

7.93 3.86 ng 147447 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 37
2 2-Azido-2.4.4.6.6.8.8-heptamethy... 267 C16H33N3 1000293-29-1 37
3 Nonane. 2.2.4.4.6.8.8-heptamethvl- 226 C16H34 004390-04-9 37
4 Disulfide. bis(1.1.3.3-tetrameth... 290 C16H34S2 029956-99-8 35
5 4-Decene, 2,2-dimethyl-, (E)- 168 C12H24 055534-69-5 27

Abundance Scan 993 (7.928 min): BF104756.D (-991) (-) m/z 57.10 100.00%
57
5000
| M3 1w 760 7.80 8.00 820
S .,'. : .':' ”' o iy bl d28 191 m/z 41.10 23.71%
m/z--> 20 80 100 120 140 160
Abundance #38358. Heptane, 2,2,4,6,6-pentamethyl-
57
5000 A R R R
7.60 7.80 8.00 8.20
m/z 104.00 18.12%
“ ‘ Zl 85 99 112 155 170
miz--> ' o e s o o Ho 1o
Abundance
57
7.60 7.80 8.00 8.20
5000 m/z 70.10 16 .50%
99
83 112
69 129138 154 168
miz--> 20 40 60 80 100 120 140 160
Abundance #83056: Nonane, 2,2,4,4,6,8,8—heptamethy|— LA L L B L B
57 7.60 7.80 8.00 8.20
m/z 69.10 16.45%
5000
41
29 71 8 99 113
S |""'|""‘l |""'|‘J" ”“' a5 |%%7"|' '%gsl" T A R N R
m/z--> 20 40 80 100 120 140 160 7.60 7.80 8.00 8.20

8270-BF040618.M Wed Apr 25 15:24:29 2018

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Naphthalene, decahydro-1,2-... Concentration Rank 17

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

7.99 3.05 ng 116236 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-1.2-dimet... 166 Cl12H22 003604-14-6 83
2 cis.trans-1.6-Dimethvlspirol4.51... 166 C12H22 1000111-72-3 76
3 cis.cis- and cis.trans-1.9-dimet... 166 C12H22 1000111-72-5 68
4 Naphthalene. decahvdro-2.6-dimet... 166 C12H22 001618-22-0 64
5 2(1H)-Naphthalenone, octahydro-8... 166 C11H180 001197-95-1 59

Abundance Scan 1004 (7.992 min): BF104756.D (-1000) (-) m/z 57.05 100.00%
7
41
5000 6o S 166
109 151 S SRR RN R
123133 182 7.60 7.80 8.00 8.20 8.40
m/z 41.10 63.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35200: Naphthaleng decahydro-1,2-dimethyl-
- 81 9% 49 166
41 56
5000 L AL RN UL R R
151 760 7.80 8.00 8.20 8.40
‘ 137 m/z 45.00 62.30%
123
|""'| ..‘ M“ \‘\‘llwlw .l..l‘l...‘luul.|.‘...|..
m/z--> 20 40 80 100 120 140 160 180
Abundance
81 95
- 166 7.60 7.80 8.00 8.20 8.40
5000 55 m/z 95.00 52.66%
109 .,
ISP PSS SN "'1?7 '%ql'l' I B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35222: cis,cis- and cis, trans-1,9-dimethylspiro[4.5]decane A B
95 7.60 7.80 8.00 8.20 8.40
m/z 81.00 51.62%
5000
81
55 67
110
USRS "' T - 'Tﬁ3"'| '%ql'lfﬁ?" rr S SRR RN R
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20 8.40

8270-BF040618.M Wed Apr 25 15:24:30 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Pyridine, pentamethyl- Concentration Rank 11

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

8.32 4_.50 ng 171804 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. pentamethvl- 149 C10H15N 003748-83-2 50
2 Tricvclol4.3.1.1(3.8)1lundecane. ... 228 C11H17Br 021898-96-4 50
3 Benzothiazole. 2-methvl- 149 C8H7NS 000120-75-2 43
4 2-(3-Methvlbuta-1.3-dienvl)cvclo... 164 C11H160 1000191-75-5 38
5 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 38

Abundance Scan 1060 (8.322 min): BF104756.D (-1057) (-) m/z 149.10 100.00%
149
5000 69
W | e 800 820 840 8.60
m/z 69.10 50.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23354: Pyridine, pentamethyl-
149
5000 NN SR LR AR
8.00 8.20 8.40 8.60
93 134 m/z 55.05 35.00%
n NV | Wan |
| I N ‘ n
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149
800 820 840 8.60
5000 m/z 41.10 33.34%
93
67 79 107
42 54 121 228
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23558: Benzothiazole, 2-methyl- A REEEEEaSS
149 8.00 8.20 8.40 8.60
m/z 43.10 33.08%
5000
108
15 28 45 57 ‘\ 82 g5 | 121333 |
m/z--> 20 4b eb éo 160 150 140 160 180 200 220 800 820 840 8.60

8270-BF040618.M Wed Apr 25 15:24:30 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 cis,trans-2-Ethylbicyclo[4.... Concentration Rank 9

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

8.37 5.01 ng 191359 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.trans-2-Ethvlbicvclol4.4.01d... 166 Cl2H22 066660-38-6 55
2 4a(2H)-Naphthalenemethanol. octa... 168 C11H200 099992-19-5 50
3 Naphthalene. 2-ethvldecahvdro- 166 C12H22 001618-23-1 46
4 3-Octvne. 2.2.7-trimethvl- 152 C11H20 055402-13-6 27
5 Cyclopentanone, 3-methyl-2-(2-pe... 166 C11H180 007051-39-0 27

Abundance Scan 1068 (8.369 min): BF104756.D (-1066) (-) m/z 81.05 100.00%

5000
151
166 R s = e

177 8.00 8.20 8.40 8.60 8.80
m/z 83.10 73 .96%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #35205: cis,trans-2-Ethylbicyclo[4.4.0]decane
137
81
95
5000 67 LA L L L L LB L
55 166 8.00 8.20 8.40 8.60 8.80
m/z 69.05 65.23%
109
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
81 137
95 B e N EEE e
8.00 8.20 8.40 8.60 8.80
5000 41 m/z 57.10 63.35%
67
55
29
107 121 150 168
mmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #35184: Naphthalene, 2-ethyldecahydro- A REEEE
81 137 8.00 8.20 840 8.60 8.80
o5 m/z 137.10 60.05%
5000 41 55 67
166
109
.,...‘.‘,....‘,:...,.‘l.‘.,...l,....‘,.‘...,..l‘. BB .1
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.00 8.20 8.40 8.60 8.80

8270-BF040618.M Wed Apr 25 15:24:31 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown8.47 Concentration Rank 8

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

8.47 5.12 ng 195507 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 46
2 1-Hexvl-1-nitrocvclohexane 213 C12H23N02 118252-09-8 38
3 2-Butenedioic acid (Z2)-. monodod... 284 C16H2804 002424-61-5 38
4 1.2-Dodecanediol 202 C12H2602 001119-87-5 35
5 1-Heptadecene 238 C17H34 006765-39-5 35

Abundance Scan 1085 (8.469 min): BF104756.D (-1081) (-) m/z 55.00 100.00%
55 69 109

5000

8.20 8.40 8.60 8.80
m/z 83.10 96 .88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58280: Cyclotetradecane

5
69 83

5000

8.20 8.40 8.60 8.80
11ﬂ25 m/z 57.10 89.22%
140154168 196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 69 83
R R EEE s e S
8.20 8.40 8.60 8.80
5000 11 m/z 69.10 86.92%
167
39
125

Wﬁwﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #130963: 2-Butenedioic acid (2)-, monododecy! ester A ma e R
8.20 8.40 8.60 8.80

m/z 109.10 83.62%

5000

8.20 8.40 8.60 8.80

8270-BF040618.M Wed Apr 25 15:24:31 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown8.50 Concentration Rank 19

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

8.50 2.92 ng 111615 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 43
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 43
3 Decane. 2-methvl- 156 C11H24 006975-98-0 38
4 Octane. 4-ethvl- 142 C10H22 015869-86-0 38
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 37

Abundance Scan 1090 (8.498 min): BF104756.D (-1088) (-) m/z 57.10 100.00%

5000

8.20 8.40 8.60 8.80
m/z 55.10 61.75%

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

Abundance #19198: Octane, 3,6-dimethyl-
57
71
5000 LA L L L L L L L
43 8.20 8.40 8.60 8.80
29 113 m/z 41.10 57 .84%
| ‘ N IIl Al 8\\5 99 “ 127 142
L o o o e B o o o o o B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57 71
R REEEE R R
43 8.20 8.40 8.60 8.80
5000 85 m/z 81.10 54 _.72%
29 97 113 127

141 155 169 183

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

Abundance #28432: Decane, 2-methyl- R R

8B o 820 8.40 8.60 8.80
m/z 43.05 50.84%

5000 71
29 ‘ 85
113

ST P GV N N S ottt

m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BF040618.M Wed Apr 25 15:24:32 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown8.55 Concentration Rank 16

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

8.55 3.05 ng 116243 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.6-Trimethvladamantane 178 C13H22 024139-37-5 49
2 1.3.4-Trimethvladamantane 178 C13H22 1000214-98-3 38
3 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 38
4 1.3-Dimethvl-5-ethvladamantane 192 C14H24 001687-35-0 38
5 Tricyclo[3.3.1.1(3,7)-]decane, 1... 242 C12H19Br 000941-37-7 37

Abundance Scan 1099 (8.551 min): BF104756.D (-1097) (-) m/z 163.10 100.00%
163
107
5000 97 131
149
41 | || 4||| 121 | 12 0|l 176 8.20 840 8.60 8.80
,....','.'...,.'...,..'..,...'. | . . At b el b | M/Z 107.05  47.38%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #44118: 1,3,6-Trimethyladamantane
163
5000 107 '820 840 8.60 880
55 81 96 m/z 131.05 43 .70%
\‘ ‘\ \\‘H Ll 12\1 1?75 149 \ 178

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance
163
8.20 8.40 8.60 8.80
5000 m/z 97.10 36.41%
107
93
55
81 149
67 121 135 178
mﬂmmmmwmmm
m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #44120: 1,3,5-Trimethyladamantane
163 8.20 8.40 8.60 8.80
m/z 164.10 26.93%
5000 107
55 79 93 121 178
SO U O N = . e
m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.20 8.40 8.60 8.80

8270-BF040618.M Wed Apr 25 15:24:32 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Sulfurous acid, di(cyclohex... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.60 10.02 ng 382629 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. di(cvclohexvimet... 274 C14H2603S 1000309-22-7 53
2 3-Pentenoic acid. 2.2.4-trimethvl- 142 C8H1402 004177-03-1 53
3 Sulfurous acid. cvclohexvimethvl... 430 C25H5003S 1000309-22-6 45
4 Cvclohexane. 1-methvl-2-pentvl- 168 C12H24 054411-01-7 45
5 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 45
Abundance Scan 1107 (8.598 min): BF104756.D (-1104) (-) m/z 97.10 100.00%
g7

k

5000
55
41 69
| 118131 146 165 197 210 820 8.40 860 880 9.00
,....,....,....,..'.",....',..'..,....,.... e BAEARRmEEE LS m/z 55.00 25.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #122471: Sulfurous acid, di(cyclohexylmethyl) ester
97
5000 | LN LI L L LB LB L
55 8.20 8.40 8.60 8.80 9.00
m/z 57.10 21.03%
83
2941 67 °F 127
T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
97
A B EEaaEEE s
8.20 8.40 8.60 8.80 9.00
5000 55 m/z 41.10 13.58%
142
41

6981 | 109 127

B e e o o e e e e R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #222224: Sulfurous acid, cyclohexylmethyl octadecyl ester L B R O
o7 8.20 8.40 8.60 8.80 9.00
m/z 69.00 12_47%

R

5000

1 83
29 | J ||| 111125 141 155 169 253

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 820 840 860 8.80 9.00

SN

w
(o)
()]
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 18 unknown8.71 Concentration Rank 10

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

8.71 4.66 ng 177858 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 47
2 1.3-Hexadiene. 3-ethvl-2-methvl-... 124 C9H16 074752-97-9 38
3 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 38
4 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 38
5 2-Oxatricyclo[3.3.1.1(3,7)]decan... 152 C10H160 006508-22-1 35

Abundance Scan 1126 (8.710 min): BF104756.D (-1123) (-) m/z 95.10 100.00%
95
151
5000 81 WAJJMMAJAANVAﬁJﬁVVAJ,/”J/
55 67 109
“ 2 e | "ok ok 3k 3k
135 . : . .
192 210 m/z 151.10 54.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24832: 1,4 Benzodioxan-6-amine
151
95
5000 HRRUUANE SR L A
8.40 8.60 8.80 9.00
67 m/z 81.10 49 .56%
15 28 ?ﬁ 52 L 80 | 106 124136
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
67 95
124 USRI R L A
8.40 8.60 8.80 9.00
5000 41 55 109 m/z 67.05 31.57%
81
- nwwivwwﬂvvhﬁﬂkarﬁf/ﬂJ/
LI FURELEL IR FURLELI SURLRESS BRI SRR SR LI LRI WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6022: 1,4-Pentadiene, 2,3,3-trimethyl- A ma B e
o7 95 8.40 8.60 8.80 9.00
m/z 109.10 28.34Y%
41
5000 55
27
79 110
..1‘.5|.“l‘..‘l“..“l“l|.‘U..Hi‘..‘.‘l|....|....|....|....|....|....| R L o
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 19 Sulfurous acid, butyl cyclo... Concentration Rank 5

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

9.06 12.85 ng 1514870 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl cvclohexvl... 234 C11H2203S 1000309-21-4 59
2 2-Cvclohexen-1-ol. 3-bromo- 176 C6H9BrO 108585-64-4 59
3 Propionic acid. 3-hvdroxv-2-isop... 130 C6H1003 1000153-27-1 59
4 Cvclohexane. 1-bromo-4-methvl- 176 C7H13Br 006294-40-2 59
52,4,4,6,6,8,8-Heptamethyl-2-nonene 224 C16H32 039761-73-4 56

Abundance Scan 1185 (9.057 min): BF104756.D (-1177) (-) m/z 97.10 100.00%
g7
5000 xAHN‘/“r__ﬁJ/Jb\\\jN’w\_\,vf
4 T|7 69 118 880 9.00 920 9.40
81 . . . .
el L ST 193145 160 179 104206 224 T er 90 23,620
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #88702: Sulfurous acid, butyl cyclohexylmethyl ester
97
55
5000 RN R RN I L
8.80 9.00 9.20 9.40
29 4l 83 m/z 55.10 22.94%
67 111 127
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
97
880 9.00 920 9.40
5000 m/z 41.10 15.52%
41
69
27 55
80 111 132 148160 175
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13292: Propionic acid, 3-hydroxy-2-isopropylidene- R B A B
o7 8.80 9.00 9.20 9.40
m/z 69.10 13.65%
115
” | I /\////
2‘7\ | ‘ Ll 8 Ll wh 131
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104756.D

Aca On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample : J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 20 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
" 9.25 20.00ng 2358460  Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 64

2 Sulfurous acid. 2-ethvlhexvl hex... 418 C24H5003S
3 Sulfurous acid. di(2-ethvlhexyl)... 306 C16H3403S
4 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502

1000309-19-9 37
1000309-19-1 37
1000365-51-0 35

5 2,4,4-Trimethyl-1-pentanol 130 C8H180 016325-63-6 35
Abundance Scan 1218 (9.251 min): BF104756.D (-1212) (-) m/z 57.10 100.00%
g7
97 113
41 RN R U I
| 69 83 9.00 920 9.40 9.60

193
,| | 124 137148159 174 | 208 225

Ol ity gl L 124137148159 174 ) 208 226 | 77 55 10 26.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000 LN RN UL UL I
9.00 9.20 940 9.60
‘ 97 113 m/z 97.10 26.17%

83
L qg I ‘ \‘ 126137 153 168

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

%

Abundance
57
71 R R A
9.00 9.20 9.40 9.60
5000 m/z 113.10 26.09%
43
85 113
29 97 127 141 155 169 225
T e o LA i s i o e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #149371: Sulfurous acid, di(2-ethylhexyl) ester
57 9.00 9.20 9.40 9.60
- m/z 41.10 18.79%
5000
43
113
29
YN T N - e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 920 940 9.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042418\
Data File : BF104756.D

Acq On : 24 Apr 2018 15:13

Operator : JU/SJ

Sample - J2501-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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]
2-Pentanol, 4-met... 3.65 31.6 ng 913199 1 6.80 578633 20.0
unknown6 .29 6.29 2.7 ng 78565 1 6.80 578633 20.0
unknown6 .58 6.58 75.5 ng 2182910 1 6.80 578633 20.0
Decane 6.63 5.6 ng 161153 1 6.80 578633 20.0
unknown6 .86 6.86 4.3 ng 124581 1 6.80 578633 20.0
unknown? .52 7.52 3.4 ng 127804 2 8.09 763358 20.0
unknown? .60 7.60 3.4 ng 130895 2 8.09 763358 20.0
unknown? .89 7.89 3.0 ng 115624 2 8.09 763358 20.0
unknown7 .93 7.93 3.9 ng 147447 2 8.09 763358 20.0
Naphthalene, deca... 7.99 3.0 ng 116236 2 8.09 763358 20.0
Pyridine, pentame... 8.32 4.5 ng 171804 2 8.09 763358 20.0
cis,trans-2-Ethyl ... 8.37 5.0 ng 191359 2 8.09 763358 20.0
unknown8 .47 8.47 5.1 ng 195507 2 8.09 763358 20.0
unknown8 .50 8.50 2.9 ng 111615 2 8.09 763358 20.0
unknown8 .55 8.55 3.0 ng 116243 2 8.09 763358 20.0
Sulfurous acid, d... 8.60 10.0 ng 382629 2 8.09 763358 20.0
unknown8.71 8.71 4.7 ng 177858 2 8.09 763358 20.0
Sulfurous acid, b... 9.06 12.9 ng 1514870 3 9.86 2358460 20.0
2,4,4,6,6,8,8-Hep... 9.25 20.0 ng 2358460 3 9.86 2358460 20.0
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