LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103485.D

Aca On > 7 Mar 2018 4:32

Operator : SJ/JU

Sample : J1797-02

Misc :

ALS Vial : 27 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 5.098 509 512 520 rBV 53082 85086 2.84% 0.318%
2 5.492 576 579 613 rBVY 1842349 2991126 100.00% 11.189%
3 6.510 748 752 771 rBVY 1958236 2989152 99.93% 11.182%
4 6.639 771 774 787 rVV 2393526 2714390 90.75% 10.154%
5 6.869 810 813 830 rVB 689661 783977 26.21% 2.933%
6 7.022 836 839 861 rBVY 1987937 2207172 73.79% 8.256%
7 7.439 906 910 933 rBVY 1259429 1855043 62.02% 6.939%
8 7.592 933 936 946 rVB3 18603 35054 1.17% 0.131%
9 8.157 1028 1032 1053 rBV 664832 1005592 33.62% 3.762%
10 9.028 1177 1180 1182 rBV 35071 32119 1.07% 0.120%

11 9.086 1187 1190 1200 rVB 204810 204516 6.84% 0.765%
12 9.204 1207 1210 1211 rBV 256475 218869 7.32% 0.819%
13 9.228 1211 1214 1223 rVV 2583397 2749036 91.91% 10.283%

14 9.292 1223 1225 1229 rVV2 37641 48520 1.62% 0.181%
15 9.333 1229 1232 1237 rVV2 35166 44565 1.49% 0.167%
16 9.404 1241 1244 1256 rVB2 24924 52090 1.74% 0.195%
17 9.704 1292 1295 1304 rBV3 27033 38181 1.28% 0.143%
18 9.822 1311 1315 1319 rBV 32766 31490 1.05% 0.118%
19 9.910 1326 1330 1343 rVB2 965922 992272 33.17% 3.712%
20 10.298 1393 1396 1398 rBV 89050 74489 2.49% 0.279%
21 10.322 1398 1400 1404 rVB 64902 50854 1.70% 0.190%
22 10.710 1462 1466 1478 rBV 1072889 1435549 47.99%% 5.370%
23 10.798 1478 1481 1485 rVB2 44218 56234 1.88% 0.210%
24 10.904 1494 1499 1503 rBV 31788 33565 1.12% 0.126%
25 11.245 1554 1557 1560 rBV 38903 39469 1.32% 0.148%
26 11.339 1568 1573 1576 rBv4 33044 31388 1.05% 0.117%

27 11.404 1581 1584 1589 rBV 681526 782600 26.16% 2.927%
28 11.551 1606 1609 1615 rBV 188815 153789 5.14% 0.575%

29 11.610 1615 1619 1624 rBV5 21084 33084 1.11% 0.124%
30 11.674 1627 1630 1632 rBV 49498 44617 1.49% 0.167%
31 11.951 1673 1677 1682 rVB 706774 582422 19.47% 2.179%
32 12.080 1696 1699 1702 rBV 48415 41381 1.38% 0.155%
33 12.433 1756 1759 1763 rBvV4 21133 31273 1.05% 0.117%
34 12.469 1763 1765 1770 rVB 59598 49178 1.64% 0.184%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103485.D

Aca On > 7 Mar 2018 4:32

Operator : SJ/JU

Sample : J1797-02

Misc :

ALS Vial : 27 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
35 12.792 1815 1820 1825 rBV2 29143 37686 1.26% 0.141%
36 12.839 1825 1828 1831 rVB 108427 88912 2.97% 0.333%

37 12.992 1849 1854 1861 rBV 1900950 1976385 66.07% 7.393%
38 13.198 1884 1889 1892 rBV 150450 143312 4._.79% 0.536%
39 13.539 1944 1947 1954 rVB 143937 135231 4._.52% 0.506%
40 13.868 2000 2003 2013 rBV 252885 295167 9.87% 1.104%

41 14.010 2024 2027 2032 rBVY 52620 45160 1.51% 0.169%
42 14.063 2032 2036 2045 rVB 582136 622357 20.81% 2.328%
43 14.186 2054 2057 2066 rBVY 74543 98775 3.30% 0.369%
44 14.498 2107 2110 2117 rBVY 52776 69898 2.34% 0.261%

45 14.804 2158 2162 2167 rBV2 93190 127953 4.28% 0.479%
46 14.886 2173 2176 2179 rVB 149855 132452 4.43% 0.495%
47 15.574 2289 2293 2302 rVB 305081 441520 14.76% 1.652%

Sum of corrected areas: 26732950
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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\BF030618\

BF103485.D

7 Mar 2018 4:32

SJ/Ju

J1797-02

27 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

.
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6.64

6.51 7.02
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Time-->
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4.00

T
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T
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T
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I
3.00
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2500000

2000000

1500000

1000000

500000

8.16

TIC: BF103485.D

9|23

12.99

10.71
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11.40 11.95

11.55
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9.08
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13.20 13.54

W3 1208 A 1358

I

0 9708 08090

0
Time-->
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1
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I
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1500000
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14.06

15.57
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o 14605

14.014.19 14.5

Time-->
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18.00 18.50

17.50

16.50 17.00

15.50 16.00

14.50 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103485.D

Aca On > 7 Mar 2018 4:32

Operator : SJ/JU

Sample : J1797-02

Misc :

ALS Vial : 27 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 unknown5.10 Concentration Rank 13

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

5.10 2.17 ng 85086 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 3-Hexanol 102 C6H140 000623-37-0 33
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 Propylamine 59 C3H9N 000107-10-8 9

Abundance Scan 512 (5.098 min): BF103485.D (-509) (-) m/z 43.00 100.00%
43
59
5000
101 U R LR I
51| 83 | 4.80 5.00 5.20 5.40
S 1 PPN ST | P RSN m/z 59.00 58.52%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN R RS A R
59 480 500 520 540
m/z 101.00 17.23%
26 31 38 ‘ 83 g3 0
miz--> 20 3 40 50 60 70 8 9 100 110
Abundance
59
480 500 520 540
5000 31 43 73 m/z 57.95  14.03%
26 38 53 67 84 101
miz--> 20 3 40 50 60 70 80 9 100 110
Abundance #4023: Diacetamide
43 4.80 5.00 5.20 5.40
m/z 41.00 10.86%
5000 59
73
101
28 38 || 54 67 79 86
miz--> 20 3 40 50 60 70 80 9 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103485.D

Aca On > 7 Mar 2018 4:32

Operator : SJ/JU

Sample : J1797-02

Misc :

ALS Vial : 27 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 unknown6.64 Concentration Rank 1

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

6.64 69.25 ng 2714390 1,4-Dichlorobenzene-d4 6.87
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 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 774 (6.639 min): BF103485.D (-771) (-) m/z 131.95 100.00%
5000 68
6
75 104 6.40 6.60 6.80 7.00
..,....,....,...:l'!.‘.‘?,'.!..Gﬁh....,..5??,..!.,.':..,.1.1.5.,....,'...,.. m/z 68.00 42.34%
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
6.40 6.60 6.80 7.00
78 m/z 134.00 32.40%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.00 29.69%
33 44 97 105

70 78
51 60 86 115

wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14491: 5-Aminoindole

132 6.40 6.60 6.80 7.00

m/z 69.00 16.56%
5000
104
51 66 77
14 27 37 4491 58 | 5,89 97 || 115
T T T R e T T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103485.D

Aca On > 7 Mar 2018 4:32

Operator : SJ/JU

Sample : J1797-02

Misc :

ALS Vial : 27 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 7

R.T. EstConc Area Relative to ISTD R.T.
9.09 4.12 ng 204516 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403

2 2.2

.4-Trimethvl-1.3-pentanediol ... 286 C16H3004

3 Cvclohexanecarboxvlic acid. 2-te... 212 C12H2003
4 Butanoic acid. decvl ester 228 C14H2802
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602

074367-33-2 91
006846-50-0 59
1000279-85-7 50
005454-09-1 50
000097-85-8 50

m/z 71.00 100.00%

-

8.80 9.00 9.20 9.40

m/z 43.00 73 .53%

1%

8.80 9.00 9.20 9.40

m/z 56.00 32.13%

%

8.80 9.00 9.20 9.40

m/z 83.00 27 .15%

-

8.80 9.00 9.20 9.40

m/z 41.00 21.66%

%

Abundance Scan 1191 (9.092 min): BF103485.D (-1187) (-)
7
43
5000
98
L|II || i I| lll 143 173
I”"P"W"'I'”'I”"P"W"”I'”'I”""'W"”I'”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74090: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43
5000
56
98
\‘m H L M | 111 143 173
R L R e o AR Bamas B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71
43
5000
56
27 83 og
111 157 143 159 173185198 215 243
T T e T T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #70907: Cyclohexanecarboxylic acid, 2-tetrahydrofurylmethy...
71
5000
84
43 55
29 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

8.80 900 920 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103485.D

Aca On > 7 Mar 2018 4:32

Operator : SJ/JU

Sample : J1797-02

Misc :

ALS Vial : 27 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 Phthalic acid, 6-ethyl-3-oc... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.55 3.93 ng 153789 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 6-ethvl-3-octvl b... 362 C22H3404 1000315-17-4 83
2 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 83
3 Phthalic acid. cvclohexvlmethvl ... 304 C18H2404 1000309-08-7 78
4 Phthalic acid. 2-ethoxvethvl pro... 280 C15H2005 1000322-87-0 78
5 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000085-69-8 78
Abundance Scan 1609 (11.551 min): BF103485.D (-1606) (-) m/z 148.95 100.00%
149
5000
57 I | C— |
3 76 104 223 11.20 11.40 11.60 11.80
£, |....,.1.21.. s | | m/Z 57.00 24.22%
m/z--> 50 100 150 200 250 300 350
Abundance #192054: Phthalic acid, 6-ethyl-3-octyl butyl ester
149
5000 R DAL BUARR R B SR
11.20 11.40 11.60 11.80
m/z 41.00 12.13%
20 57 76 104121 | 167 205223 289307 362
m/z--> 50 100 150 260 250 300 350
Abundance
149
11.20 11.40 1160 11.80
5000 m/z 150.00 9.37%
57
76 10450 167 905223
m/z--> 50 100 150 200 250 300 350
Abundance #148010: Phthalic acid, cyclohexylmethyl propy! ester R .
149 11.20 11.40 11.60 11.80
m/z 103.90 7.46%
5000
209
27 5\5 i _1 }?4121 167 191 A
m/z--> 50 100 150 200 250 300 350 1120 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103485.D

Aca On > 7 Mar 2018 4:32

Operator : SJ/JU

Sample : J1797-02

Misc :

ALS Vial : 27 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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.84 2.86 ng 88912 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 1828 (12.839 min): BF103485.D (-1825) (-) m/z 57.00 100.00%

g7

l 113 12 60 12. 80 13. 00 13.20
141 169 211
0L+ ..r.' 'J e e m/z 43.00 64 .94%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LIRS
85 12.60 12.80 13.00 13.20
m/z 71.00 61.15%
29
D S 141 169 197 225 253 281 323 351 380
e e o e T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57
T T
12.60 12.80 13.00 13.20
5000 85 m/z 84.95 43 .54%
29 113
141 169 197 225 253 281 309 338
A e e e L e e e e e e B B B
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane e R AR SRR
57 12.60 12.80 13.00 13.20
m/z 41.00 25.79%
5000 85
29
L M 141 169 105 240

m/z--> 50 100 150 200 250 300 350 12.60 12. 80 13. 00 13 20

8270-BF022218_.M Thu Mar 15 14:44:25 2018

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103485.D

Aca On > 7 Mar 2018 4:32

Operator : SJ/JU

Sample : J1797-02

Misc :

ALS Vial : 27 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 Heneicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.54 4_.35 ng 135231 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1947 (13.539 min): BF103485.D (-1944) (-) m/z 57.00 100.00%
57
5000 85
113 155 13.20 13.40 13.60 13.80
A s s m/z 43.00 62.71%
m/z--> 50 100 150 200 250 300
Abundance #141425: Heneicosane
57
5000 85 N AR IR
13.20 13.40 13.60 13.80
29 m/z 71.00 62.42%
| e o s g e
m/z--> 50 100 150 200 250 300
Abundance
57
13.20 13.40 13.60 13.80 |
5000 85 m/z 85.00 43 .30%
29
113 141 169 197 225 253 281 309 338
m/z--> §o 160 1%0 260 250 300
Abundance #141431: Eicosane, lO—methyI— LI LB L B LR
57 13.20 13.40 13.60 13.80
m/z 55.00 22 .82%
5000 85
39 I Ly ™e % 183 211 239 281
m/z--> 5'0 1(')0 1&1,0 200 25'30 3(')0 13.'20 13.'40 13.|60 13.|80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103485.D

Aca On > 7 Mar 2018 4:32

Operator : SJ/JU

Sample : J1797-02

Misc :

ALS Vial : 27 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 1-Dodecanol, 2-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.87 9.49 ng 295167 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
2 Dotriacontvl trifluoroacetate 562 C34H65F302 1000351-75-4 91
3 Oxirane. I(dodecvloxv)methvl1- 242 C15H3002 002461-18-9 90
4 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 90
5 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 90
Abundance Scan 2003 (13.868 min): BF103485.D (-2000) (-) m/z 57.00 100.00%
57
5000

13.60 13.80 14.00 14.20

[25155183 225 281

O m/z 43.00 71.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119526: 1-Dodecanol, 2-hexyl-
57
5000 85 LN DU FURELILN BN U
13 60 13. 80 14. OO 14 20
29 m/z 71.00 57.30%

Iy | M “ }fh\ \\1514182 224252

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance
57
e
97 13.60 13.80 14.00 14.20
5000 m/z 55.00 48 .95%
125
29 153181208236264 306_348376 420448 493 544
e B L L e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95881: Oxirane, [(dodecyloxy)methyl]- i B
57 13 60 13. 80 14. 00 14. 20

m/z 83.00 37 .58%

5000
97
29
[125 166197

1
||||||||||||||||||||||||||||||||||||||||||||||||||||| LIS L L L L L L L LB

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103485.D

Aca On > 7 Mar 2018 4:32

Operator : SJ/JU

Sample : J1797-02

Misc :

ALS Vial : 27 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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.19 3.17 ng 98775 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Octacosane 394 C28H58 000630-02-4 87
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 86
4 1-l1odo-2-methvlnonane 268 C10H211 1000101-47-9 64
5 Eicosane 282 C20H42 000112-95-8 64
Abundance Scan 2058 (14.192 min): BF103485.D (-2054) (-) m/z 57.00 100.00%
57
LRSI SO BRSUR R B
11312:155 13.80 14.00 14.20 14.40 14.60
135155777 225
N 203 281 m/z 43.00 62.49%
m/z--> 0 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 R JURRL SRR BSULIN B
13.80 14.00 14.20 14.40 14.60
29 m/z 71.00 59.21%
L ‘ . J L \141‘169 197 240
m/z--> 0 50 100 150 200 250 300 350 '
Abundance
57
13.80 14.00 14.20 14.40 14.60
5000 g5 m/z 85.00 49 .64%
29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 0 50 100 150 200 250 300 350 '
Abundance #94352: Hexadecane, 2-methyl- R e
57 13.80 14.00 14.20 14.40 14.60
m/z 55.00 25.37%
- T ‘J‘/M
29 197
113
m/z--> 0 50 1& 1% 200 250 300 350 ' 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103485.D

Aca On > 7 Mar 2018 4:32

Operator : SJ/JU

Sample : J1797-02

Misc :

ALS Vial : 27 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 Octacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.50 2.25 ng 69898 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 74
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 72
3 Eicosane 282 C20H42 000112-95-8 72
4 Hexatriacontane 507 C36H74 000630-06-8 72
5 10-Methylnonadecane 282 C20H42 056862-62-5 68

Abundance Scan 2110 (14.498 min): BF103485.D (-2107) (-) m/z 57.00 100.00%
g7
5000 85
1 Il o712 156 185 215235 267 329 14.20 14.40 14.60 14.80
T m/z 71.00 64 .54%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 L B UL UL UL
14:20 14.40 14.60 14.80
29 m/z 43.00 60.56%
h |y e 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.00 39.33%
38 13 141 182 211 252 281 303 337
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane R R R
57 14.20 14.40 14.60 14.80
m/z 55.00 29.50%
5000 85
29
J | } || ;8,141 169 197 225 253 282

m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14 60 14. 80

8270-BF022218_.M Thu Mar 15 14:44:27 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103485.D

Aca On > 7 Mar 2018 4:32

Operator : SJ/JU

Sample : J1797-02

Misc :

ALS Vial : 27 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 12 unknownl1l4.80 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.80 4_.11 ng 127953 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 49
2 Dodecane 170 C12H26 000112-40-3 40
3 Undecane 156 C11H24 001120-21-4 25
4 Tridecane 184 C13H28 000629-50-5 25
5 Carbonic acid, 2-methoxyethyl ph... 196 C10H1204 1000357-86-8 25
Abundance Scan 2161 (14.798 min): BF103485.D (-2158) (-) m/z 59.00 100.00%

59
5000

112126 148 166 185 207223 249 278 14.40 14.60 14.80 15.00 15.20
m/z 72.00 65.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128443: 9-Octadecenamide, (2)-
59
5000

14.40 14.60 14.80 15.00 15.20
m/z 55.00 52.12%

\h ‘L | 88 114128 154170184108 220 233 264 281
”.“.”“.”,”.w.”... A At . W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
M.
71 14.40 14.60 14.80 15.00 15.20
5000 m/z 57.00 39.53%
85
29
15 991138127141155 170
wmmmwwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28423: Undecane e o
43 57 14.40 14.60 14.80 15.00 15.20
m/z 43.00 37 .45%
5000 71 ge
29
15 w ‘ 99113127141 1%6
”w”.w”.w”.w”.w”” e M.
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1440 14'60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103485.D

Aca On > 7 Mar 2018 4:32

Operator : SJ/JU

Sample : J1797-02

Misc :

ALS Vial : 27 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 13 Supraene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.89 6.00ng 132452 perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 supraene 410 C30HS0 007683-64-9 90

2 Saualene

3 Farnesol i1somer a

4 7.11-Dimethvldodeca-2.6.10-trien...
5 4,8,12-Tetradecatrienal, 5,9,13-...

410 C30H50

222 C15H260
208 C14H240
248 C17H280

000111-02-4 90
1000108-92-4 72
125529-10-4 64
066408-55-7 64

Abundance Scan 2177 (14.892 min): BF103485.D (-2173) (-) m/z 69.00 100.00%
69
2000 »JL\
] es 121 149 14.60 14.80 15.00 15.20
170191 217 253 302 328 - - - =
|, bl b b LR 2R 2 02— m/z 81.00 45.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LA L L L L LB
14.60 14.80 15.00 15.20
41 137 m/z 41.00 19.56%
95
’ pdp 4307 163 191 217 245 273 299 341 367 __ 410
T S A T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R N REEE S R
14.60 14.80 15.00 15.20
s000] 4L m/z 67.95 13.21%
9 137
117 161 191 217 273 299 341 367 410
T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #79401: Farnesol isomer a R e AR
69 14.60 14.80 15.00 15.20
m/z 121.05 11.83%
5000{ 41
93
121
N 0 T - N B b A
m/z--> 50 100 150 200 250 300 350 400 14.60 14. 80 15. 00 15 20

8270-BF022218_.M Thu Mar 15 14:44:28 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030618\
Data File : BF103485.D

Acq On > 7 Mar 2018 4:32

Operator : SJ/JU

Sample - J1797-02

Misc :

ALS Vial : 27 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]
unknown5.10 5.10 2.2 ng 85086 1 6.87 783977 20.0
unknown6 .64 6.64 69.3 ng 2714390 1 6.87 783977 20.0
Propanoic acid, 2... 9.09 4.1 ng 204516 3 9.91 992272 20.0
Phthalic acid, 6-... 11.55 3.9 ng 153789 4 11.40 782600 20.0
Heptacosane 12.84 2.9 ng 88912 5 14.06 622357 20.0
Heneicosane 13.54 4.3 ng 135231 5 14.06 622357 20.0
1-Dodecanol, 2-he... 13.87 9.5 ng 295167 5 14.06 622357 20.0
Heptadecane 14.19 3.2 ng 98775 5 14.06 622357 20.0
Octacosane 14.50 2.3 ng 69898 5 14.06 622357 20.0
unknownl14 .80 14.80 4.1 ng 127953 5 14.06 622357 20.0
Supraene 14.89 6.0 ng 132452 6 15.57 441520 20.0
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