LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104649.D

Aca On : 20 Apr 2018 00:42

Operator : JU/SJ

Sample : J2455-41

Misc :

ALS Vial : 19 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 5.022 494 499 510 rBV 168237 222082 6.30% 0.744%
2 5.428 563 568 571 rBVY 3014905 3003816 85.17% 10.065%
3 6.445 736 741 744 rBVY 2767070 3082323 87.40% 10.328%
4 6.575 759 763 766 rBY 3055479 3119040 88.44% 10.451%
5 6.804 798 802 805 rBV 970989 762509 21.62% 2.555%
6 6.963 824 829 832 rBVY 2761393 2569349 72.85% 8.609%
7 7.369 893 898 901 rBVY 1937796 2009590 56.98% 6.733%
8 7.445 907 911 925 rVB3 32762 52981 1.50% 0.178%
9 8.086 1016 1020 1026 rBvV 1238148 992971 28.16% 3.327%
10 9.163 1199 1203 1206 rBvY 3745695 3526744 100.00% 11.817%

11 9.557 1266 1270 1273 rBV 315649 274755 7.79% 0.921%
12 9.769 1302 1306 1310 rVB 118013 97105 2.75% 0.325%
13 9.839 1315 1318 1327 rVB 1078396 1041918 29.54% 3.491%
14 10.269 1388 1391 1394 rVB 149658 124434 3.53% 0.417%
15 10.486 1422 1428 1430 rBV 50190 60557 1.72% 0.203%

16 10.633 1449 1453 1462 rVB 1934536 1794744 50.89% 6.014%
17 10.739 1468 1471 1479 rBV 173706 175522 4.98% 0.588%

18 11.186 1544 1547 1550 rBV 101284 83116 2.36% 0.278%
19 11.216 1550 1552 1559 rVB2 36512 36674 1.04% 0.123%
20 11.327 1568 1571 1575 rBV 925185 847097 24.02% 2.838%
21 11.616 1617 1620 1623 rBV 57333 44682 1.27% 0.150%
22 11.716 1634 1637 1643 rVB 47232 43295 1.23% 0.145%
23 11.851 1657 1660 1664 rBV 103865 91563 2.60% 0.307%
24 12.022 1686 1689 1692 rVB2 48318 36503 1.04% 0.122%
25 12.410 1751 1755 1765 rVB4 43214 71033 2.01% 0.238%
26 12.733 1807 1810 1813 rBV2 54002 43414 1.23% 0.145%
27 12.921 1837 1842 1845 rBV 2699853 2552122 72.36% 8.551%
28 13.480 1933 1937 1940 rBV2 46196 51275 1.45% 0.172%

29 13.810 1989 1993 1996 rBV2 160440 189066 5.36% 0.633%
30 13.839 1996 1998 2005 rVB 235923 211762 6.00% 0.710%

31 13.945 2013 2016 2018 rBV 59248 54288 1.54% 0.182%
32 13.974 2018 2021 2030 rVB 840433 756451 21.45% 2.535%
33 14.133 2044 2048 2056 rVB 60662 71064 2.02% 0.238%
34 14.439 2097 2100 2105 rBV 74387 71346 2.02% 0.239%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104649.D

Aca On : 20 Apr 2018 00:42

Operator : JU/SJ

Sample : J2455-41

Misc :

ALS Vial : 19 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-BF040618.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.598 2125 2127 2131 rVB 56604 48744 1.38% 0.163%
36 14.727 2145 2149 2157 rBV 615096 698130 19.80% 2.339%
37 14.815 2162 2164 2169 rVB2 34246 37051 1.05% 0.124%
38 15.074 2204 2208 2215 rVB 65434 82255 2.33% 0.276%
39 15.439 2264 2270 2281 rBV 503128 710596 20.15% 2.381%
40 15.880 2341 2345 2349 rVB 38763 53926 1.53% 0.181%
41 16.374 2425 2429 2436 rBV3 29482 49164 1.39% 0.165%

Sum of corrected areas: 29845057
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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\BF041918\

BF104649.D

20 Apr 2018 00:42

JussJ

J2455-41

19 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104649.D

5.43

5.02

6.57
6.45

6.96

6.80

7.37

b45

0

Time-->

5.50

1
2.50

3.00

3.50

4.00

4.50

5.00

7.50
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3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104649.D
9|16

10.63

9.84
11.33

9.56

0.74
|9 10.2710 49

1138271892 02

WpS 1

12.92

12,41 12.73

13.48

O—
Time-->

9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00

13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF104649.D

13.97

14.73 15.44

15.88 16.37

44.13 14.4284.6014.82 15,L07

Time-->

14.00

17.00 17.50

14.50

15.00 15.50 16.00 16.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104649.D

Aca On : 20 Apr 2018 00:42

Operator : JU/SJ

Sample : J2455-41

Misc :

ALS Vial : 19 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-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.02 5.83 ng 222082 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 499 (5.022 min): BF104649.D (-494) (-) m/z 43.00 100.00%
a3
59
5000
101
4.60 4.80 5.00 5.20 5.40
83
0.”,..”,..”,..HHHN”,?%!W...w??.w.n.w...HL..W. m/z 59.00 59.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S UL SRR

460 4.80 5.00 5.20 5.40
59 m/z 101.00 21.75%

101
0 ?\7\\ 37\\\‘ 53‘ ‘ 67 " 83 91 \‘
A L e e e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
e
460 4.80 5.00 520 5.40
5000 m/z 58.00 15.66%
101
o 15 5 31 37 51 %8 g9 86
L o e e B A ma e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4488: Propane, 1-ethoxy-2-methyl- e BEamn m e L
31 59 460 4.80 5.00 520 5.40
m/z 41.00 9.37%
5000
41
NN A WU N £ TN NN N - A oM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104649.D

Aca On : 20 Apr 2018 00:42

Operator : JU/SJ

Sample : J2455-41

Misc :

ALS Vial : 19 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 2 unknown6.57 Concentration Rank 1

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

6.57 81.81 ng 3119040 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 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 762 (6.569 min): BF104649.D (-759) (-) m/z 132.00 100.00%
32
5000 68
6 rrrrTyrTrTrr T T T T T T T
40 _ 54 | 75 104 6.20 6.40 6.60 6.80 7.00
o R 1 ??...' SNSRI -7 A W TN [ N m/z 68.10 43.03%
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 N
5000 LR N R
620 640 6.60 6.80 7.00
3 78 m/z 134.00 31.58%
138 ‘
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

6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .09%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R L R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.96%

97
5000
70
31 52

AR B e B i R o R R B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 700
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104649.D

Aca On : 20 Apr 2018 00:42

Operator : JU/SJ

Sample : J2455-41

Misc :

ALS Vial : 19 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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.27 2.39 ng 124434 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 86
Abundance Scan 1391 (10.269 min): BF104649.D (-1388) (-) m/z 57.05 100.00%
g7
5000 85
4
113 10.00 10.20 10.40 10.60
0,,‘ e 2 e M7z 71.10  65.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83028: Hexadecane
57
5000 85
10.00 10.20 10.40 10.60
m/z 43.05 64 .13%
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 260 280 360
Abundance
57
110,00 10.20 1040 10.60
5000 85 m/z 85.05 45_.17%
41
o 13, 155 183 310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane
57 10.00 10.20 10.40 10.60
m/z 41.05 30.56%
5000 85
4
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 140 160 180 200 220 240 2('30 280 3(')0 10 00 10. 20 10 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104649.D

Aca On : 20 Apr 2018 00:42

Operator : JU/SJ

Sample : J2455-41

Misc :

ALS Vial : 19 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 5 Heneicosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.74 4.14 ng 175522 Phenanthrene-d10 11.33
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 Hexadecane 226 C16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 87

Abundance Scan 1471 (10.739 min): BF104649.D (-1468) (-) m/z 57.05 100.00%
57
e e
113 155 10.40 10.60 10.80 11.00
ol s o s W/z 71.10  74.36%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AUV IS
10.40 10.60 10.80 11.00
- 13 m/z 43.05 67.23%
o ‘,L Lu ML 00 107 225 253 2%
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00
5000 m/z 85.05 45 . 46%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #83025: Hexadecane P T T T T T e
57 10.40 10.60 10.80 11.00
m/z 41.05 30.38%
- LW\J
T mevwmAwﬁﬂ
29
0 Lo J 113 141 169 197 226
m/z--> 5'0 1(')0 1&'30 200 25'30 3(')0 3éo 10.'40 10.I60 1O.I8O 11.'00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104649.D

Aca On : 20 Apr 2018 00:42

Operator : JU/SJ

Sample : J2455-41

Misc :

ALS Vial : 19 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 6 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.85 2.16 ng 91563 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1660 (11.851 min): BF104649.D (-1657) (-) m/z 73.00 100.00%

73
43 60

5000

213

143157171185 199 11.60 11.80 12.00 12.20

0 m/z 60.00 81.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

11.60 11.80 12.00 12.20
m/z 43.00 78.38%

213
143 157171 185 199

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R B Ramm e m
11.60 11.80 12.00 12.20
5000 129 m/z 57.00 67.83%
g 15 e 214
101 143157 | 185
Oyt bl Ll g e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid L e B
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 64 .86%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199
ol Ml B e L | T
m/z--> 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104649.D

Aca On : 20 Apr 2018 00:42

Operator : JU/SJ

Sample : J2455-41

Misc :

ALS Vial : 19 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 1-Decanol, 2-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.81  5.00 ng 189066  Chrysene-di2 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 70

2 Octacosvl trifluoroacetate
3 1-Dodecanol. 2-hexvl-

4 Tricosyl trifluoroacetate
5 Heptafluorobutyric acid,

506 C30H57F302
270 C18H380
436 C25H47F302

n-tetra... 410 C18H29F702

1000351-74-9 70
110225-00-8 70
1000351-75-1 62
007365-36-8 60

Abundance Scan 1993 (13.810 min): BF104649.D (-1989) (-) m/z 57.05 100.00%
57
105
5000 163
J 139 13.40 13.60 13.80 14.00 14.20
0 ..'.,'....",.l.i.'.',-.'...,....,....,....,....,....,...., m/z 43.10 81.33%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #95993: 1-Decanol, 2-hexyl-
57
5000 TT T T [T T I T [T T T T [ TTTT[TT
85 13140 1360 13.80 14.00 14.20
29 111 m/z 104.95 67.92%
0 .k., ““M‘}?gﬂeg%gfe?f.,... L
miz--> 50 100 150 200 250 300 350 400 450
Abundance
57
s e L A
97 13.40 13.60 13.80 14.00 14.20
5000 m/z 71.10 63.69%
2 125
0 153 181208 250278 306 334 364392 437 488
T L iR At A R A
miz--> 50 100 150 200 250 300 350 400 450
Abundance #119526: 1-Dodecanol, 2-hexyl- T
57 13.40 13.60 13.80 14.00 14.20
m/z 83.10 58.97%
5000 85
111
29
oL dld i L)y 139167 106 224 252
e T o e B e S N
miz--> 50 100 150 200 250 300 350 400 450 13140 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104649.D

Aca On : 20 Apr 2018 00:42

Operator : JU/SJ

Sample : J2455-41

Misc :

ALS Vial : 19 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 Diethylene glycol dibenzoate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 5.60 ng 211762 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 90
2 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 83
3 3.6.9.12-Tetraoxatetradecane-1.1... 446 C24H3008 1000366-97-0 78
4 Benzoic acid. 2-(3-nitrophenvle... 271 C15H13N0O4 1000368-22-4 72
5 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 64
Abundance Scan 1998 (3)3.839 min): BF104649.D (-1996) (-) m/z 105.00 100.00%
105
149
5000 77
51 ' 13.60 13.80 14.00 14.20
Obrrrprrrrpredr et b e e A BL L Tm/z 149.00 77.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156210: Diethylene glycol dibenzoate
105 149
5000 LN BN BB I B
77 13.60 13.80 14.00 14.20
m/z 77.00 37.73%
ol 27 5} | 122 | 179
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280
Abundance
105
149 1360 13.80 14.00 14.20
5000 m/z 51.00 8.61%
77
oL 28 51 91 131 179193209 236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #226200: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzoate SMESY./ A ¥ N
13.60 13.80 14.00 14.20
m/z 105.95 7.67%
5000
ol 175 193209 236 267
P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104649.D

Aca On : 20 Apr 2018 00:42

Operator : JU/SJ

Sample : J2455-41

Misc :

ALS Vial : 19 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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.73 19.65 ng 698130 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 46
3 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 43
4 Hexadecanamide 255 C16H33N0 000629-54-9 43
5 Nonanamide 157 C9H19NO 001120-07-6 38

Abundance Scan 2149 (14.727 min): BF104649.D (-2145) (-) m/z 59.00 100.00%

59

5000

14.40 14.60 14.80 15.00
m/z 72.00 76.18%

ol 140 170 198 221240 277294 320337

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
59

%

5000 41
14.40 14.60 14.80 15.00
m/z 55.00 47 .92%
ol 18 126 154 184 221233 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
T
4 14.40 14.60 14.80 15.00
5000 m/z 41.05 29.84%

137

8 112

154 193 221240 277294 320337

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #7815: Pentanamide, 4-methyl- T T
59 14.40 14.60 14.80 15.00
m/z 43.05 29.36%
5000
100
NECT
R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104649.D

Aca On : 20 Apr 2018 00:42

Operator : JU/SJ

Sample : J2455-41

Misc :

ALS Vial : 19 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 10 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.07 2.32 ng 82255 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2207 (15.068 min): BF104649.D (-2204) (-) m/z 57.00 100.00%
57
5000
11 141163 107 14.80 15.00 15,20 15.40
ob—ity m/z 71.05 67.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 LR B BUELN UL B
mmmmmmmm
29 m/z 43.05 61.17%
0 IJIELVMHM,M J L \141 169“}%7|%2§|2?§ 281 300 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.80 15.00 15,20 15.40
5000 85 m/z 85.05 48 .90%
113 141
0 29 169 197 225 253 281 309 337 365 393 422
m/z--> éo 160 150 260 250 360 3éo 460
Abundance #185533: Pentacosane AR EEEEE RS
57 14.80 15.00 15.20 15.40
m/z 55.10 26.11%
5000 85
113
oL 2| Ly L Mt ae0 211 239 267 205 323 352
m/z--> éo 160 1éo 260 250 360 3éo 460 14%0 1500 1520 1540
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041918\
Data File : BF104649.D

Acq On : 20 Apr 2018 00:42

Operator : JU/SJ

Sample : J2455-41

Misc :

ALS Vial : 19 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-Pentanone, 4-hy... 5.02 5.8 ng 222082 1 6.80 762509 20.0
unknown6 .57 6.57 81.8 ng 3119040 1 6.80 762509 20.0
Hexadecane 10.27 2.4 ng 124434 3 9.84 1041920 20.0
Heneicosane 10.74 4.1 ng 175522 4 11.33 847097 20.0
n-Hexadecanoic acid 11.85 2.2 ng 91563 4 11.33 847097 20.0
1-Decanol, 2-hexyl- 13.81 5.0 ng 189066 5 13.97 756451 20.0
Diethylene glycol... 13.84 5.6 ng 211762 5 13.97 756451 20.0
9-Octadecenamide, ... 14.73 19.6 ng 698130 6 15.44 710596 20.0
Octacosane 15.07 2.3 ng 82255 6 15.44 710596 20.0
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