LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114401.D

Acq On : 18 May 2019 19:43

Operator : JU/SJ

Sample - K2894-18

Misc :

ALS Vial : 23 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 - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 height area % max. total
1 2.140 3 9 25 rVB 5269445 7380578 100.00% 12.171%
2 5.057 502 505 514 rVB 86218 117603 1.59% 0.194%
3 5.469 571 575 592 rVB 3564875 3606260 48.86% 5.947%
4 5.804 630 632 638 rBV 70075 88704 1.20% 0.146%
5 6.481 743 747 758 rBV 2366627 2708348 36.70% 4.466%
6 6.610 765 769 777 rBV 5384767 5477801 74.22% 9.033%
7 6.834 804 807 815 rBV 1791588 1561470 21.16% 2.575%
8 6.992 830 834 841 rBV 5215939 4891601 66.28% 8.066%
9 7.228 868 874 892 rBv4 56720 180251 2.44% 0.297%
10 7.398 893 903 906 rBV 4005376 4400785 59.63% 7.257%
11 7.604 933 938 942 rVvB3 56792 77443 1.05% 0.128%

12 7.869 978 983 988 rBv4 221831 330639 4.48% 0.545%
13 8.116 1021 1025 1031 rBV 2137375 1951128 26.44% 3.217%
14 8.175 1031 1035 1038 rVvB2 159070 162930 2.21% 0.269%
15 8.404 1071 1074 1079 rVB5 98611 96913 1.31% 0.160%

16 8.481 1081 1087 1092 rBV 512715 757224 10.26% 1.249%
17 8.804 1139 1142 1145 rVB3 123251 127759 1.73% 0.211%

18 8.986 1171 1173 1175 rBV2 90533 91211 1.24% 0.150%
19 9.033 1180 1181 1184 rVB 178961 117229 1.59% 0.193%
20 9.110 1191 1194 1196 rBV 90437 79609 1.08% 0.131%

21 9.133 1196 1198 1202 rVB5 120322 130677 1.77% 0.215%
22 9.192 1202 1208 1211 rBV 6596024 7010275 94.98% 11.560%
23 9.275 1218 1222 1225 rBV3 134078 211940 2.87% 0.349%
24 9.457 1251 1253 1256 rBV2 91619 87863 1.19% 0.145%
25 9.545 1266 1268 1271 rVB2 136777 105151 1.42% 0.173%

26 9.586 1271 1275 1278 rBV4 439274 623328 8.45% 1.028%
27 9.616 1278 1280 1282 rBV2 123499 93958 1.27% 0.155%
28 9.775 1303 1307 1310 rBv4 175081 219570 2.97% 0.362%
29 9.839 1315 1318 1319 rBV 223981 236192 3.20% 0.389%
30 9.869 1319 1323 1327 rVB 2189456 2077192 28.14% 3.425%

31 9.904 1327 1329 1331 rBV2 121961 107184 1.45% 0.177%
32 9.969 1337 1340 1343 rBV3 185269 196358 2.66% 0.324%
33 10.128 1362 1367 1374 rVB3 443895 629110 8.52% 1.037%
34 10.186 1374 1377 1381 rBV4 274754 393307 5.33% 0.649%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114401.D

Acq On : 18 May 2019 19:43

Operator : JU/SJ

Sample - K2894-18

Misc :

ALS Vial : 23 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 - O Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.351 1403 1405 1410 rVB3 267140 286547 3.88% 0.473%

36 10.510 1429 1432 1436 rVB2 230275 332674 4_.51% 0.549%
37 10.633 1450 1453 1454 rBV 352117 279416 3.79% 0.461%
38 10.663 1454 1458 1461 rVV 3610972 3514801 47.62% 5.796%
39 11.357 1573 1576 1581 rBV 2155262 2131466 28.88% 3.515%
40 11.880 1663 1665 1670 rVB4 537411 499963 6.77% 0.824%

41 12.939 1841 1845 1848 rBV 4614391 4542582 61.55% 7.491%
42 13.998 2022 2025 2032 rVB 1233580 1326958 17.98% 2.188%
43 15.468 2271 2275 2281 rVB 1069184 1399766 18.97% 2.308%

Sum of corrected areas: 60641764
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051819\

BF114401.D

18 May 2019 19:43

JussJ

K2894-18

23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF114401.D

6.61 6.99

7.40
5.47

6.48
6.83

k4723tv760

5.06

0
Time-->

5.00

7.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF114401.D

12,94

10.66

11.36

Time-->

oL
8.00

13.00

T
10.00

10.50 11.00 11.50

12.00 12.50

8.50 9.00 9.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF114401.D

14.00

15.47

Time-->

1
13.50

18.50

16.00 16.50

I T
17.00 17.50 18.00

14.00 14.50 15.00

15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114401.D

Acq On : 18 May 2019 19:43

Operator : JU/SJ

Sample - K2894-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

2.14 94 .53 ng 7380580 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# 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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 9 (2.140 min): BF114401.D (-3) (-) m/z 73.10 100.00%
7B
5000 43 /\
°° 87 i
361l 65 | 101 2.20 2.30 2.40 2.50 2.60
o} S <1 AW NS LS/ S VS S —— m/z 43.05 49.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 USRS AR LR LA
2.20 2.30 2.40 2.50 2.60
5 87 m/z 55.10 33.09%
0'“I”'W'“'P'“I”'W'”'P'“I”'?g'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
1220 230 2.40 250 2.60
5000 - m/z 87.10 26.76%
43
27
0 15 63 83 98 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol R REEaEEa T EE S
73 2.20 2.30 2.40 2.50 2.60
87 m/z 41.05 16.18%
5000 41 55
29 ‘
o L \‘\ Loesll s | o7 12 19
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 220 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114401.D

Acq On : 18 May 2019 19:43

Operator : JU/SJ

Sample - K2894-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 2 unknown6.61 Concentration Rank 2

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

6.61 70.16 ng 5477800 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 769 (6.610 min): BF114401.D (-765) (-) m/z 132.00 100.00%
5000 68
6 TTTTTTT T T T T T T T
75 104 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,...:,".'.‘.‘? i .Gll‘ll BN -7 S W . S [ N m/z 68.10 45.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R AN UL I I
6.0 6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.10%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 660 6.80 7.00
5000 m/z 66.00 28.54%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #14396: 1,2,4-Trifluorobenzene R

132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.42%

5000 63 81

31 88 101 112
24\38 50\\\ | N Al

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114401.D

Acq On : 18 May 2019 19:43

Operator : JU/SJ

Sample - K2894-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 4 unknown7.23 Concentration Rank 12

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

7.23 2.31 ng 180251 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiocyanic acid, octyl ester 171 C9H17NS 019942-78-0 35
2 Heptanoic acid 130 C7H1402 000111-14-8 27
3 Octanoic acid 144 C8H1602 000124-07-2 22
4 Octane, 2-chloro- 148 C8H17CI 000628-61-5 16
5 Methyl 10-oxo-8-decenoate 198 C11H1803 065114-83-2 14

Abundance Scan 874 (7.228 min): BF114401.D (-868) (-) m/z 60.00 100.00%
41
73
5000
83 105 138
51 95 | 115124 | 150 6.80 7.00 7.20 7.40 7.60
0 S N VA S A m/z 41.05 89.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39441: Thiocyanic acid, octyl ester
4 55
5000 29 69 IR L ARILE UL R
83 101 6.80 7.00 7.20 7.40 7.60
44 m/z 55.10 65.20%
‘ ‘ 115994
ol .H:”.Nh‘k.d‘:.,‘lhqzri‘..H”.,l 4135 |, 186 170
m/z--> 20 40 60 80 100 120 140 160
Abundance
60
6.80 7.00 7.20 7.40 7.60
5000 73 m/z 43.00 60 .46%
ol 18 101 113 139
miz--> 20 40 60 80 100 120 140 160
Abundance #20839: Octanoic acid I REEmE B T
60 6.80 7.00 7.20 7.40 7.60
m/z 73.00 55.21%
73
5000 27
‘ 85 101
ok .-w--‘i‘-‘--‘ TR B . S
m/z--> 20 40 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\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114401.D

Acq On : 18 May 2019 19:43

Operator : JU/SJ

Sample - K2894-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 5 Octanoic acid, silver(1+) salt Concentration Rank 9

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

7.87 3.39 ng 330639 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 91
2 Octanoic acid 144 C8H1602 000124-07-2 91
3 Hexanoic acid 116 C6H1202 000142-62-1 53
4 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 50
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 47

Abundance Scan 983 (7.869 min): BF114401.D (-978) (-) m/z 59.95 100.00%
60
5000 4
85
15 0 7.60 7.80 8.00 8.20
ob—— e m/z 72.95 58.21%
m/z--> 50 100 150 200 250 300 350
Abundance #102674: Octanoic acid, silver(1+) salt
60
127
5000
4 7.60 7.80 8.00 8.20
85 m/z 43.05 57.27%
SN 0 A A <IN 7« ..
m/z--> 50 100 150 200 250 300 350
Abundance
60
760 7.80 8.00 820
5000 a1 m/z 41.10 48.03%
101
oL15 83 129
m/z--> 50 100 150 200 250 300 350
Abundance #8069: Hexanoic acid L B o MR
60 7.60 7.80 8.00 8.20
m/z 55.05 33.83%
5000{ .
Ik
0""‘\'lH“'"ll'l's" LY UL UL UL S RN RS R U S
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114401.D

Acq On : 18 May 2019 19:43

Operator : JU/SJ

Sample - K2894-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 Nonanoic acid Concentration Rank 4

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

8.48 7.76 ng 757224 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 n-Decanoic acid 172 C10H2002 000334-48-5 72
3 Hexanoic acid 116 C6H1202 000142-62-1 59
4 Ethyl .alpha.-d-glucopyranoside 208 C8H1606 1000127-29-4 59
5 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 58

Abundance Scan 1087 (8.481 min): BF114401.D (-1081) (-) m/z 60.00 100.00%
ep
73 Jﬂ\
41
5000
rrrrrrrTprTT T e e
8.20 8.40 8.60 8.80
ol 5 138 158167 180 n/z  73.00 75 270
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30180: Nonanoic acid
60 73
41
5000 AN AR RS UL AL
29 8.20 8.40 8.60 8.80
‘ 87 o 115 109 m/z 57.10 60.37%
ots L Mstly Jo L e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
60 73
" 820 840 8.60 880
5000 m/z 41.10 52 .49%
29 129
87
115 172
. 51 101 143 oo
miz--> 20 40 60 80 100 120 140 160 180
Abundance #8069: Hexanoic acid AR EREEE RS
60 8.20 8.40 8.60 8.80
m/z 43.05 44 .13%
5000 27 m 73
Ll i
Ot |'¢""N' ?}h“' e |""'1?% '%¥5I' LA DAL SURLLL S U U A R R
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\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114401.D

Acq On : 18 May 2019 19:43

Operator : JU/SJ

Sample - K2894-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 7 1-lodoundecane Concentration Rank 14

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

9.27 2.04 ng 211940 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodoundecane 282 C11H23l1 004282-44-4 52
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
3 Octadecane 254 C18H38 000593-45-3 47
4 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 47
5 Pentadecane 212 C15H32 000629-62-9 47

Abundance Scan 1221 (9.269 min): BF114401.D (-1218) (-) m/z 57.10 100.00%
g7
5000

9.00 9.20 9.40 9.60

0! m/z 43.10 53.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128607: 1-lodoundecane
43 57
5000 LA I L L L L L L
71 85 9.00 9.20 9.40 9.60
29 m/z 41.10 44.86%
155
oL15 \\ 1 ‘M \ 1131271417 7169183197211225 282
e i i AR L e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
R et
9.00 9.20 9.40 9.60
5000 43 , m/z 71.10 42.69%
29 85

99 126940154169183

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105884: Octadecane A ma e R
43 57 9.00 9.20 9.40 9.60
m/z 85.05 34.28%
71
5000 85
29 99
oL | | M%12n411s5160188107211205 254
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114401.D

Acq On : 18 May 2019 19:43

Operator : JU/SJ

Sample - K2894-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 8 unknown9.59 Concentration Rank 6

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

9.59 6.00 ng 623328 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 35
2 Decane, 5-propyl- 184 C13H28 017312-62-8 30
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 30
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 27
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 27

Abundance Scan 1276 (9.592 min): BF114401.D (-1271) (-) m/z 83.10 100.00%
83
55
5000
8 97 113 132 159174 106 950 540 S50 950 1000
o} m/z 82.10 73.33%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47280: Heptylcyclohexane
83
55
5000 I I I L B
41 920 940 9.60 9.80 10.00
m/z 55.10 72.37%
9
Lo S lem w
miz-> 20 45 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
57
43 it SRR R A
9.20 9.40 9.60 9.80 10.00
5000 a5 m/z 57.10 43.99%
29 112 140
o 154 184
me‘mmmwwmm
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl- B B o
43 57 9.20 9.40 9.60 9.80 10.00
- m/z 41.10 39.02%
5000
85
0 “ ﬂ | 113127141155160183 211226 253267281296
miz-> 20 45 60 85 160 120 150 160 180 200 220 240 260 280 920 940 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114401.D

Acq On : 18 May 2019 19:43

Operator : JU/SJ

Sample - K2894-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 9 Cyclohexane, 1,2-dimethyl-3... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
9.77 2.11 ng 219570 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 64
2 2-Dodecen-1-yl(-)succinic anhydride 266 C16H2603 019780-11-1 53
3 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 38
4 Citronellol 156 C10H200 000106-22-9 27

5 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 22
Abundance Scan 1306 (9.769 min): BF114401.D (-1303) (-) m/z 41.05 100.00%
4 7
g3 97
5000
164 180 | 210224 9.40 9.60 9.80 10.00
0 m/z 57.10 98.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
55 69 83 ¥
5000 41 LA L L L L LB L
111 153 9.40 9.60 9.80 10.00
m/z 55.10 83.34%
0 2 126139 167181 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 55 69
L B o
83 9.40 9.60 9.80 10.00
5000 97 m/z 97.10 65.30%
123
g 1o W 151 166
R B L L B B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene L B o
193 9.40 9.60 9.80 10.00
0
123 m/z 83.10 62.79%
5000 69 95109
55 137
208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 940 9.60 980 10.00

8270-BF051019.M Mon May 20 18:46:08 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114401.D

Acq On : 18 May 2019 19:43

Operator : JU/SJ

Sample - K2894-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 10 n-Nonylcyclohexane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.13 6.06 ng 629110 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonylcyclohexane 210 C15H30 002883-02-5 87
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 83
3 Cyclohexane, undecyl- 238 C17H34 054105-66-7 83
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 81
5 Heptylcyclohexane 182 C13H26 005617-41-4 80
Abundance Scan 1367 (10.128 min): BF114401.D (-1362) (-) m/z 83.05 100.00%

83
55
5000
119 133 '9.80 10,00 10.20 10.40

ol 145 163 181 197210222 mn/z 82.05 67 . 40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #69585: n-Nonylcyclohexane
83
55
5000 LA L L L L L LB |
9.80 10.00 10.20 10.40
m/z 55.10 65.03%
. 2 ‘M M | 97 111 126139 153 167 182 220
“...“.......“...“...“...................“....
m/z--> 100 120 140 160 180 200 220 240
Abundance
83
55 R R REREEEE R R R Ry
9.80 10.00 10.20 10.40
5000 m/z 41.10 33.43%
41
67
29 97
0 112125 139 168 196
A o o e B R L e o e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92571: Cyclohexane, undecyl- e A RAREE
83 9.80 10.00 10.20 10.40
m/z 43.10 20.34%
55
5000
41
29 67
ob ‘ )l ) 97 111 195 139 154 238
T T T o R R REREEEE R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9. 80 10. 00 10 20 10. 40

8270-BF051019.M Mon May 20 18:46:08 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114401.D

Acq On : 18 May 2019 19:43

Operator : JU/SJ

Sample - K2894-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 11 Naphthalene, 1,6,7-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.19 3.79 ng 393307 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 89
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 81
Abundance Scan 1378 (10.192 min): BF114401.D (-1374) (-) m/z 170.10 100.00%
155 170 ”
5000
193504 294 9.80 10.00 10.20 10.40 10.60
01 m/z 155.10 95 .00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38372: Naphthalene, 1,6,7-trimethyl-
155 170
5000
9.80 10.00 10.20 10.40 10.60
m/z 119.10 58.79%
115128 141
IS .. TN Wierll | N—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
155 170
9.80 10,00 10.20 10.40 10.60
5000 m/z 69.10 44 _06%
128
14 27 39 51 63 76 gg 102115
m/z--> 20 40 60 80 100 120 150 160 180 200 220
Abundance #38369: Naphthalene, 1,4,6-trimethyl- B B o
155 9.80 10.00 10.20 10.40 10.60
170 m/z 105.00 37 .38%
5000
115128
51 63 77 g9 10 1 |
0 ...|....|..‘..|‘....‘|“l...|....|.‘.‘..M..‘.‘. .“.‘.. AR R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40 10.60

8270-BF051019.M Mon May 20 18:46:09 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114401.D

Acq On : 18 May 2019 19:43

Operator : JU/SJ

Sample - K2894-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 12 Oxalic acid, cyclohexylmeth... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.35 2.76 ng 286547 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid, cyclohexylmethyl oc... 298 C17H3004 1000309-68-4 86
2 Oxalic acid, cyclohexylmethyl no... 312 C18H3204 1000309-68-6 78
3 Cyclohexane, 1l-methyl-2-pentyl- 168 C12H24 054411-01-7 78
4 Trans-1-methyl-2-nonyl-cyclohexane 224 C16H32 1000371-47-8 74
5 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 72
Abundance Scan 1405 (10.351 min): BF114401.D (-1403) (-) m/z 97.10 100.00%
g7
55
5000
T eost 160 10.00 10,20 10,40 10.60
111 153 224 : : : :
o.,....',|-'...-!,.'.|..,|'l... | ddgls B0 187200 2 "m/z 55.10  63.81%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #142823: Oxalic acid, cyclohexylmethy! octyl ester
o7
55
5000 RUALAURARAR IARAN IR &

1O.IOO 10.|20 10.|40 10.|60
43 71 m/z 96.10 25.52%

29 3
o 112 105 141 157
L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
97
55 LA LI L L L L L L L L
10.00 10.20 10.40 10.60
5000 m/z 41.10 18.72%
43 71 o
29 111 126 141 171
Ol el o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36852: Cyclohexane, 1-methyl-2-pentyl- R mE T o R
55 97 10.00 10.20 10.40 10.60
m/z 81.10 13.89%
5000 41
29
69 81 168
| H il h‘\ L i 111 125 139 153
L N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114401.D

Acq On : 18 May 2019 19:43

Operator : JU/SJ

Sample - K2894-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 13 Tritetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.51 3.20 ng 332674 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 72
2 Tridecane 184 C13H28 000629-50-5 68
3 1-Octadecanesulphonyl chloride 352 C18H37CI02S 1000342-70-4 64
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 58
5 Tetradecane 198 C14H30 000629-59-4 58
Abundance Scan 1432 (10.510 min): BF114401.D (-1429) (-) m/z 57.10 100.00%
5000
97 0on 100 10 R0 1nen
169 10.20 10.40 10.60 10.80
o LA m/z 43.10 57.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
5000 UL BN BN BN B

10.20 10.40 10.60 10.80
m/z 71.10 45.10%

h ﬂ%7 169 211 253 295 337 379 421 463 505 547 604

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
AR e R
10.20 10.40 10.60 10.80
5000 m/z 85.10 32.63%
27
99 141 184
o e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185101: 1-Octadecanesulphony! chloride I E  EREEEEEaES A
57 10.20 10.40 10.60 10.80
m/z 41.10 25.89%
5000
Tl
133
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10 20 10. 40 10 60 10 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114401.D

Acq On : 18 May 2019 19:43

Operator : JU/SJ

Sample - K2894-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 14 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.88 4.69 ng 499963 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1665 (11.880 min): BF114401.D (-1663) (-) m/z 73.00 100.00%
7B
5000 129
97 115 213 N SUNILR U B
15717 s 32 256 g0 11.60 11.80 12.00 12.20
(o} m/z 43.10 97 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73
43 ¢
5000 A A SUNILS SR SR
11.60 11.80 12.00 12.20
2 m/z 60.00 95.81%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 80.90%
83
98 115 157 1g5 213 256
228

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid AR EREEE RS
11.60 11.80 12.00 12.20

m/z 41.10 76.01%

5000

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114401.D

Acq On : 18 May 2019 19:43

Operator : JU/SJ

Sample - K2894-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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]
Butane, 2-methoxy... 2.14 94.5 ng 7380580 1 6.83 1561470 20.0
unknown6.61 6.61 70.2 ng 5477800 1 6.83 1561470 20.0
unknown7 .23 7.23 2.3 ng 180251 1 6.83 1561470 20.0
Octanoic acid, si... 7.87 3.4 ng 330639 2 8.12 1951130 20.0
Nonanoic acid 8.48 7.8 ng 757224 2 8.12 1951130 20.0
1-l1odoundecane 9.27 2.0 ng 211940 3 9.87 2077190 20.0
unknown9 .59 9.59 6.0 ng 623328 3 9.87 2077190 20.0
Cyclohexane, 1,2-... 9.77 2.1 ng 219570 3 9.87 2077190 20.0
n-Nonylcyclohexane 10.13 6.1 ng 629110 3 9.87 2077190 20.0
Naphthalene, 1,6,... 10.19 3.8 ng 393307 3 9.87 2077190 20.0
Oxalic acid, cycl... 10.35 2.8 ng 286547 3 9.87 2077190 20.0
Tritetracontane 10.51 3.2 ng 332674 3 9.87 2077190 20.0
Tridecanoic acid 11.88 4.7 ng 499963 4 11.36 2131470 20.0
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