LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103498.D

Aca On > 7 Mar 2018 14:02

Operator : SJ/JU

Sample : J1699-09

Misc :

ALS Vial : 9 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-BF022218.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 2.146 5 10 19 rVB 238683 335369 10.11% 1.138%
2 5.104 509 513 524 rBV 58069 92047 2.78% 0.312%
3 5.492 575 579 606 rBY 2330629 3159589 95.28% 10.725%
4 6.504 747 751 770 rBV 2311777 3223317 97.21% 10.941%
5 6.634 770 773 784 rVV 2577010 2919572 88.05% 9.910%
6 6.863 809 812 828 rVB 891888 964397 29.08% 3.274%
7 7.016 834 838 865 rBVY 2195267 2415686 72.85% 8.200%
8 7.433 905 909 926 rBVY 1643769 2091232 63.06% 7.098%
9 8.145 1027 1030 1050 rBV 943453 1320663 39.83% 4._.483%
10 9.027 1176 1180 1182 rBV 34461 40950 1.23% 0.139%

11 9.086 1186 1190 1199 rVB 173687 186572 5.63% 0.633%
12 9.222 1206 1213 1228 rBV 3051575 3315999 100.00% 11.256%

13 9.327 1228 1231 1237 rVV 55969 65692 1.98% 0.223%
14 9.392 1239 1242 1255 rVB2 48890 101354 3.06% 0.344%
15 9.698 1291 1294 1301 rBV3 24116 34474 1.04% 0.117%
16 9.904 1325 1329 1341 rBV 1287449 1330920 40.14% 4.518%
17 10.292 1392 1395 1397 rBV 70304 54719 1.65% 0.186%
18 10.316 1397 1399 1403 rVB 67633 52605 1.59% 0.179%
19 10.704 1461 1465 1478 rBV 1306232 1599191 48.23% 5.428%
20 10.792 1478 1480 1486 rVB2 42444 49517 1.49% 0.168%
21 11.239 1554 1556 1560 rBV2 28222 33427 1.01% 0.113%
22 11.333 1569 1572 1576 rBv4 36602 40134 1.21% 0.136%

23 11.404 1580 1584 1588 rBV 944954 1042156 31.43% 3.538%
24 11.545 1605 1608 1612 rBV 174494 157847 4.76% 0.536%
25 11.945 1672 1676 1681 rVB 750761 654869 19.75% 2.223%

26 12.074 1696 1698 1701 rBV 40198 33557 1.01% 0.114%
27 12.463 1761 1764 1770 rBV3 69832 101104 3.05% 0.343%
28 12.786 1816 1819 1822 rBV 131261 103855 3.13% 0.353%
29 12.839 1825 1828 1830 rBV 98264 84787 2.56% 0.288%
30 12.986 1848 1853 1860 rBV 1970592 1947096 58.72% 6.609%

31 13.192 1883 1888 1891 rBV 109475 111185 3.35% 0.377%
32 13.492 1936 1939 1943 rVB 91690 78182 2.36% 0.265%
33 13.533 1943 1946 1949 rBV 103326 96532 2.91% 0.328%
34 13.868 1999 2003 2008 rBV 151552 178534 5.38% 0.606%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103498.D

Aca On > 7 Mar 2018 14:02

Operator : SJ/JU

Sample : J1699-09

Misc :

ALS Vial : 9 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.004 2023 2026 2031 rVB 44725 40242 1.21% 0.137%
36 14.057 2031 2035 2045 rBV 670716 718971 21.68% 2.440%
37 14.186 2053 2057 2062 rBV2 46962 46898 1.41% 0.159%
38 14.492 2106 2109 2116 rBV3 34311 47338 1.43% 0.161%

39 15.562 2287 2291 2299 rVB 397481 589627 17.78% 2.001%

Sum of corrected areas: 29460206
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF030718\
BF103498.D
7 Mar 2018 14:02

J1699-09

9

TIC Library :

- SJ/JU

Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103498.D

Aca On : 7 Mar 2018 14:02

Operator : SJ/JU

Sample : J1699-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.15 6.96 ng 335369 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 23
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 11 (2.151 min): BF103498.D (-5) (-) m/z 73.00 100.00%
7B
5000 43
55 87
2.20 2.30 2.40 2.50 2.60
Olrrrprrrr e prdibe it b et e e || M/Z 43.00  37.22%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 A R R U IR U
2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 28.59%
0 N ‘ ‘ ‘ ‘ !
'”I””I””I”'W”'W”'W”'W”'W””I””I””I””I””I””I””
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 HRAE AR R AR AR RN
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 86.95 24 _.16%
29
0 65 97 112 129
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- R REamaEEETE EALE
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.58%
5000
43
oLo2 15 2 ] 53 e | 88
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103498.D

Aca On : 7 Mar 2018 14:02

Operator : SJ/JU

Sample : J1699-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.63 Concentration Rank 1

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

6.63 60.55 ng 2919570 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 772 (6.628 min): BF103498.D (-770) (-) m/z 131.95 100.00%
32
5000 68
6
75 104 6.20 6.40 6.60 6.80 7.00
o..,....,....,...!!'!.‘.‘?,'.! .61"'|,..':~.,..5??,....,.':..,.1.1.5.,....,'...,... m/z 67.95 49.08%
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
6.20 6.40 6.60 6.80 7.00
2 78 m/z 66.00 31.92%
38
H |
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.20 6.40 6.60 6.80 7.00
5000 m/z 134.00 31.19%
33 a4 97 105
51 60 7078 g 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 19.18%
5000
104
oL 14 27 37 4451 58 % T g9 97 | 115 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103498.D

Aca On : 7 Mar 2018 14:02

Operator : SJ/JU

Sample : J1699-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Propanoic acid, 2-methyl-, ... Concentration Rank 8

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

9.09 2.80 ng 186572 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 83
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 64
3 3-Hexanone. 2.5-dimethvl-4-nitro- 173 C8H15N03 059906-54-6 43
4 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 43
5 Cyclohexanecarboxylic acid, 2-te... 212 C12H2003 1000279-85-7 40

Abundance Scan 1191 (9.092 min): BF103498.D (-1186) (-) m/z 70.95 100.00%
7
43
5000
56 83
| | M |1 145 173 8.80 9.00 9.20 9.40
0,.”.1hﬂh.m.,.”4“..w..”|.”.“.ﬂw..” e o m/z 42.95 75.00%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74090: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
7
43
5000 R A R
56 8.80 9.00 9.20 9.40
83 m/z 56.00 33.63%
0 ,....,....,....,....,.%%%,....ﬁ%%.. ,.}7?,.... S
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71
43 8.80 9.00 9.20 9.40
5000 m/z 83.00 28 .34%
56 a3
0 2! 98 111 157 143 150 173185108 215 243
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #40761: 3-Hexanone, 2,5-dimethyl-4-nitro-
43 8.80 9.00 9.20 9.40
- m/z 54.95 21.88%
5000
56
oL \L m |, 83 102115127 171
mz-> 20 40 60 éo 160 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40

8270-BF022218_.M Thu Mar 08 10:24:50 2018 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103498.D

Aca On : 7 Mar 2018 14:02

Operator : SJ/JU

Sample : J1699-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 1,2-Benzenedicarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.55 3.03 ng 157847 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 86
2 Phthalic acid. butvl hept-2-vl e... 320 C19H2804 1000356-97-1 83
3 Phthalic acid. hept-4-vl isobutv... 320 C19H2804 1000356-78-3 83
4 Phthalic acid. isobutvl 6-methvl... 334 C20H3004 1000377-95-7 78
5 Phthalic acid, 5-methylhex-2-yl ... 320 C19H2804 1000371-09-1 78
Abundance Scan 1609 (11.551 min): BF103498.D (-1605) (-) m/z 149.00 100.00%
149
5000
57 I | i
41 104 11.20 11.40 11.60 11.80
76 223
o,....,'...:|,.~..:,..9.3.,!...1,2.1.1?2],. LA A5 2 Tm/z 57.00  23.24%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #148040: 1,2-Benzenedicarboxylic acid, butyl cyclohexyl ester
149
5000 LR SR B BN S B
11.20 11.40 11.60 11.80
m/z 41.00 9.63%
L2 %5 67 g 93104 121135 | 167 205 223
mz-> 20 40 eb 86 160 120 140 160 180 260 250
Abundance
149
11.20 11.40 1160 11.80
5000 m/z 150.00 9.31%
20 41 57 70 g3 98 121 135 167 205 223
miz-> 20 40 60 80 100 120 140 160 180 200 220 1
Abundance #161287: Phthalic acid, hept-4-yl isobutyl ester R e R
149 11.20 11.40 11.60 11.80
m/z 104.00 7.80%
5000
20 41 57 76 93104 191132 | 167 205 %23 R
mz-> 20 40 60 80 160 120 140 160 180 260 220 1120 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103498.D

Aca On : 7 Mar 2018 14:02

Operator : SJ/JU

Sample : J1699-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 6 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.79 2.89 ng 103855 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 87
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 43
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
5 Cyclopentanone, 2,2-dimethyl- 112 C7H120 004541-32-6 38

Abundance Scan 1820 (12.792 min): BF103498.D (-1816) (-) m/z 55.95 100.00%
56
5000
73 257
129 239 NSRRI AR B I
3 101 157 185 213 12.40 12.60 12.80 13.00 13.20
0 m/z 57.00 55.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 AR SRR B R BN
12. 40 12. 60 12. 80 13. oo 13. 20
29 1 257 m/z 41.00 36.77%
0 L) h H\ Yoot L 187 185 213 2?9 | 283 312
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360 '
Abundance
56
12:40 12.60 12.80 13.00 13.20
5000 m/z 43.00 34.28%
29 73
o 97113 157 185 213 28957 5 ap
L s R R R AR LA LA LA LA LS LA LRSS RS EARS SRR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12891: Cyclopentanecarboxylic acid, 2-amino-, trans- L e e e
56 12.40 12.60 12.80 13.00 13.20
m/z 55.00 30.72%
5000
30 82 100 129
L Y S — S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. oo 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103498.D

Aca On : 7 Mar 2018 14:02

Operator : SJ/JU

Sample : J1699-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.84 2.36 ng 84787 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 2-methvltetracosane 352 C25H52 1000376-72-6 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 86
Abundance Scan 1828 (12.839 min): BF103498.D (-1825) (-) m/z 57.00 100.00%
g7
5000 85
| 13 141 10 1260 12:80 13.00 13.20
ol b 29 m/Zz 71.00 67.11%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LA UL SRR UM SRR
85 12:60 12.80 13.00 13.20
m/z 43.05 60.11%
0 ?P L g8 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
1260 12:80 13.00 13.20
5000 85 m/z 85.00 42 .44%
29 113
0 141 169 197 225 253 309 337
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane L o S R e
57 12.60 12.80 13.00 13.20
m/z 41.00 23.72%
5000
85
29
o ‘\“ TR 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350 12,60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103498.D

Aca On : 7 Mar 2018 14:02

Operator : SJ/JU

Sample : J1699-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.19 3.09 ng 111185 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 1888 (13.192 min): BF103498.D (-1883) (-) m/z 57.00 100.00%
57
5000 85
13 12:80 13.00 13.20 13.40 13.60
141
ol A iy 188207 | "wm/z 71.05 64.70%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 LRI IR BRI B B
12.80 13.00 13.20 13.40 13.60
29 m/z 43.00 56.94Y%
oL L M8 141 160 197 205 253 26 309 33
m/z--> 55 160 1éo 260 250 300 3éo
Abundance
57
12:80 13.00 13.20 13.40 13.60
5000 m/z 85.05 42 .96%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #129492: Eicosane L B B
57 12.80 13.00 13.20 13.40 13.60
m/z 55.00 25.80%
5000
85
29
o ‘\“ ||| Y18 141 160 197 225 253 282
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 12.I80 13.'00 13.'20 13.'40 13.|60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103498.D

Aca On : 7 Mar 2018 14:02

Operator : SJ/JU

Sample : J1699-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Butyl myristate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.49 2.17 ng 78182 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 80
2 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
3 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 38
4 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
5 7-Methyl-octadecan-7-ol 284 C19H400 1000194-50-8 37
Abundance Scan 1939 (13.492 min): BF103498.D (-1936) (-) m/z 56.00 100.00%
56
5000
4
T o7 111 12° 185 267 285 1320 13.40 13.60 13.80
171 241 : : : :
o el 199 22 m/z 57.00 58.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
5000 L UL BRI SUGRIN B
41 229 1320 13.40 13.60 13.80
185 211 284 m/z 43.00 35.95%
I Ll 7101”55 \ 143157171 L os69
m/z--> 25 45 60 80 100 120 150 1éo 180 200 220 240 260 2éo
Abundance
56
113.20 1340 13.60 13.80
5000 " m/z 41.00 32.51%
27 70

97 111125140154168 196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36863: Cyclobutane, 1-hexyl-2,3-dimethyl- AR EEREE L
56 13.20 13.40 13.60 13.80
m/z 55.00 30.70%
5000
41 70
84 126
o by B2 16 || e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103498.D

Aca On : 7 Mar 2018 14:02

Operator : SJ/JU

Sample : J1699-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Heneicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.53 2.69 ng 96532 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 1945 (13.527 min): BF103498.D (-1943) (-) m/z 57.00 100.00%
57
5000 g5
113135155 103 13.20 13.40 13.60 13.80
o] o L e S e LA B m/z 71.00 51.70%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85 SRR SRR ARSI
Bmwmnmnm
29 m/z 43.00 43.97%
o M L J113 141 169 197 225 253 296
miz--> 0 éo 100 1éo 260 2%0 360 3%0
Abundance
57
13.20 13.40 13.60 13.80
5000 m/z 85.05 36.30%
85
0 29 113 141 169 197 225 253 281 323 351 380
miz--> 0 éo 160 1éo 260 250 360 3%0
Abundance #175557: Tetracosane T
57 13.20 13.40 13.60 13.80
m/z 55.00 29.74%
5000 85
29
ol L I Ms, 141 (169 197 225 253 281 309 338
miz--> 0 % 1& 1m 2& 250 300 3% Bmwmnmnm

8270-BF022218_.M Thu Mar 08 10:24:54 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103498.D

Aca On : 7 Mar 2018 14:02

Operator : SJ/JU

Sample : J1699-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Oxalic acid, isobutyl penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.97 ng 178534 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 87
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 87
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 87
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 83
5 Decane, 1,1"-oxybis- 298 C20H420 002456-28-2 80
Abundance Scan 2003 (13.868 min): BF103498.D (-1999) (-) m/z 57.00 100.00%
57
43

5000

111 TT T[T [ rrr [ rrrrprrrr
125139 155160183 13.60 13.80 14.00 14.20

0 m/z 43.00 67.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester
57
5000 LA L L L L L LB
43 - 13.60 13.80 14.00 14.20
29 85 m/z 71.00 55.74%
ol L U | s e g 20 %
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
43 R e R AR RS
71 13.60 13.80 14.00 14.20
5000 97 m/z 55.00 45 .46%
111
29

25
140154168182196210 238252266280 297

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester R EEEEE RS
57 13.60 13.80 14.00 14.20
m/z 85.05 40.39%
5000 43
29 [
Ll | LT s s 19 224 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. OO 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030718\
Data File : BF103498.D

Acq On : 7 Mar 2018 14:02

Operator : SJ/JU

Sample - J1699-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 2.15 7.0 ng 335369 1 6.86 964397 20.0
unknown6.63 6.63 60.5 ng 2919570 1 6.86 964397 20.0
Propanoic acid, 2... 9.09 2.8 ng 186572 3 9.90 1330920 20.0
1,2-Benzenedicarb... 11.55 3.0 ng 157847 4 11.40 1042160 20.0
Hexadecanoic acid... 12.79 2.9 ng 103855 5 14.06 718971 20.0
Heptacosane 12.84 2.4 ng 84787 5 14.06 718971 20.0
Tetracosane 13.19 3.1 ng 111185 5 14.06 718971 20.0
Butyl myristate 13.49 2.2 ng 78182 5 14.06 718971 20.0
Heneicosane 13.53 2.7 ng 96532 5 14.06 718971 20.0
Oxalic acid, isob... 13.87 5.0 ng 178534 5 14.06 718971 20.0
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