LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 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-BF102318_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 2.122 3 6 13 rVB 188861 298958 6.15% 0.530%
2 2.334 37 42 47 rVB 343649 432630 8.90% 0.767%
3 5.216 527 532 541 rVB 79222 105125 2.16% 0.186%
4 5.592 591 596 600 rBV 2099232 2224992 45.79% 3.947%
5 6.592 760 766 779 rBvV 2317317 2530071 52.07% 4.488%
6 6.739 786 791 794 rBV 2631169 2432144 50.05%  4.314%
7 6.969 826 830 833 rBY 865838 710887 14.63% 1.261%
8 7.122 852 856 860 rBV 2041296 1891218 38.92% 3.355%
9 7.528 920 925 934 rBV 1448221 1547391 31.84% 2.745%
10 8.251 1044 1048 1062 rBVY 1078036 956145 19.68% 1.696%

11 9.327 1225 1231 1234 rBV 3172722 2793531 57.49% 4 _.955%
12 9.716 1293 1297 1305 rVB 443531 372477 7.67% 0.661%
13 10.010 1343 1347 1351 rBV 1137536 1049634 21.60% 1.862%
14 10.198 1374 1379 1385 rBV2 43475 54875 1.13% 0.097%
15 10.410 1411 1415 1425 rVB 34638 53852 1.11% 0.096%

16 10.804 1477 1482 1489 rBV 1615948 1501732 30.90% 2.664%
17 11.504 1597 1601 1604 rBV 1141414 982856 20.23% 1.743%
18 11.933 1669 1674 1680 rBV2 41132 93146 1.92% 0.165%
19 12.016 1681 1688 1704 rVB 775542 1262706 25.98% 2.240%
20 12.610 1784 1789 1796 rBV 71002 153624 3.16% 0.273%

21 12.704 1799 1805 1806 rBV 113781 164862 3.39% 0.292%
22 12.721 1806 1808 1810 rVVv 143665 138292 2.85% 0.245%
23 12.763 1810 1815 1818 rVV 525737 820010 16.87% 1.455%
24 12.804 1818 1822 1831 rVB 1035918 1456360 29.97% 2.583%
25 12.951 1842 1847 1854 rVB 87888 123000 2.53% 0.218%

26 13.092 1866 1871 1874 rVB 2178650 1945631 40.04% 3.451%
27 13.415 1921 1926 1935 rVB 756383 1068125 21.98% 1.895%
28 13.639 1960 1964 1969 rVB2 43170 59486 1.22% 0.106%
29 13.945 2010 2016 2019 rBV 1657180 1954277 40.22% 3.467%
30 13.974 2019 2021 2024 rVB 146046 135864 2.80% 0.241%

31 14.157 2047 2052 2060 rVB 774369 915160 18.83% 1.623%
32 14.286 2070 2074 2078 rVB 242267 249312 5.13% 0.442%
33 14.339 2078 2083 2088 rBV 1037721 1236843 25.45% 2.194%
34 14.392 2088 2092 2097 rVB 2596047 2864675 58.95% 5.082%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 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-BF102318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.468 2103 2105 2110 rVB2 49947 56278 1.16% 0.100%

36 14.592 2122 2126 2130 rBV 488063 506709 10.43% 0.899%
37 14.645 2133 2135 2140 rVB 49498 49655 1.02% 0.088%
38 14.815 2157 2164 2173 rBV 2633054 3639332 74.89% 6.456%
39 14.915 2176 2181 2185 rVB 694555 760239 15.64% 1.349%

40 14.998 2191 2195 2199 rVB 53156 64751 1.33% 0.115%
41 15.086 2206 2210 2212 rBVY 68416 87777 1.81% 0.156%
42 15.109 2212 2214 2218 rVB3 58826 66014 1.36% 0.117%

43 15.268 2230 2241 2252 rBV 3255567 4859410 100.00% 8.620%
44 15.568 2287 2292 2296 rVB2 98427 169409 3.49% 0.301%
45 15.621 2297 2301 2305 rBV2 56905 96976 2.00% 0.172%

46 15.680 2305 2311 2319 rVB2 733760 1265489 26.04% 2.245%
47 15.774 2319 2327 2333 rBV 2211950 3682319 75.78% 6.532%
48 16.139 2380 2389 2396 rBVY 374107 810447 16.68% 1.438%
49 16.345 2415 2424 2436 rBV 1357251 2620086 53.92% 4.648%
50 16.674 2474 2480 2485 rBV2 125463 242828 5.00% 0.431%

51 16.739 2487 2491 2497 rVV2 46646 88499 1.82% 0.157%
52 16.815 2501 2504 2510 rVB2 30605 54801 1.13% 0.097%
53 17.003 2528 2536 2546 rBV 549383 1264234 26.02% 2.243%
54 17.303 2583 2587 2595 rVB4 37941 73023 1.50% 0.130%

55 17.486 2609 2618 2629 rVB8 103106 359478 7.40% 0.638%
56 17.780 2658 2668 2676 rVB 230749 601115 12.37% 1.066%
57 18.692 2814 2823 2836 rVB3 117510 374986 7.72% 0.665%

Sum of corrected areas: 56373746
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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\HPCHEM1I\BNA_F\Data\BF102918\

BF110267.D

29 Oct 2018 17:43

JussJ

J5649-12

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF110267.D

6.74

6.59

5.59 7.12

7.53

6.97

5.22

0
Time-->

T
5.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF110267.D

13.09

10.80

10.01 11.50

8.25

9.72

L

10.2010.41 jL

O
Time-->

13.00

12.00 12.50

10.00

9.50 10.50 11.00 11.50

Abundance

3000000

2500000

2000000

1500000

1000000

3.42

500000

TIC: BF110267.D
15.27

14.39 14.82

15.77

13.94
16.34

14.4
14.16 15.6

14.59

4 o7 ||14.29

64

13.

0

,

14.474.64

R
Time--> 13.50

14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 11

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

2.33 12.17 ng 432630 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide, N-ethyl- 87 C4HO9NO 000625-50-3 22
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 41 (2.328 min): BF110267.D (-37) (-) m/z 73.10 100.00%

73
5000 43
55 87

220 240 260
e et b e e || M7z 43.00 0 41.23%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LA L L B B B B B L B |
43 220 2.40 2.60
55 87 m/z 55.05 30.36%
29
R L AN E N R e s s s e as aaas na s e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 e T
2.20 2.40 2.60
5000 41 55 m/z 87.10 26.82%
29 H
L eslll s | 97 12 190
e e R e e o e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- T
30 220 2.40 2.60
m/z 41.05 14.10%
5000 43 87
15 72
SO S S -~ S5 I S O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 19

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

5.22 2.96 ng 105125 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 32
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 23
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23

Abundance Scan 533 (5.222 min): BF110267.D (-527) (-) m/z 43.00 100.00%
43
59
5000
101
480 5.00 5.20 5.40 5.60
...,....,....,....','.-..‘.‘9,..-.'.,....,....,533...,...:,|....,. m/z 59.00 60.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 S SR UL SRR
480 5.00 5.20 5.40 5.60
m/z 101.00 21.48%
15 31 101
25 7 37, 53,| 83 ,
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540 560
5000 m/z 58.00 15.07%
29 101
15 |, 3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4489: Propane, 1-ethoxy-2-methyl- T BRamr B
59 480 5.00 5.20 5.40 5.60
m/z 41.00 10.12%
5000
y 4
102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 (3-Phenyloxiran-2-yl)methyl.._. Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.61 3.13 ng 153624 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 72
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 59
3 Benzamide, N-propyl- 163 C10H13NO 010546-70-0 56
4 Benzoic acid, 2-benzyloxy-3-brom... 348 C17H17Br03 1000191-33-3 42
5 _.delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 38
Abundance Scan 1789 (12.610 min): BF110267.D (-1784) (-) m/z 105.00 100.00%
105
163
5000
77
51 12.20 12.40 12.60 12.80 13.00
e e e e e e ore sy | m/z 163.10  54.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105597‘1). (3-Phenyloxiran-2-yl)methyl benzoate
105
5000
77 163 12.20 12.40 12.60 12.80 13.00
m/z 77.00 28.62%
27 o 135 i 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #32818: Morpholine, 4-phenyl-
105
163 12.20 12.40 12.60 12.80 13.00
5000 m/z 106.10 8.33%
77
27 o 13\2 il
miz-> 2 40 80 80 100 120 140 180 180 200 230 240 260 250 300 350
Abundance #32814: Benzamide, N-propy!-
105 12.20 12.40 12.60 12.80 13.00
m/z 164.10 6.56%
5000
77
163 f\/\
51
134 Ir\(\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12/20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 Octadecanoic acid Concentration Rank 5

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

12.80 29.64 ng 1456360 Phenanthrene-d10 11.50

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Heptacosane, l1l-chloro- 414 C27H55CI 062016-79-9 49
3 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 49
4 Tritetracontane 605 C43H88 007098-21-7 45
5 Tetradecanoic acid 228 C14H2802 000544-63-8 45

Abundance Scan 1821 (12.798 min): BF110267.D (-1818) (-) m/z 57.10 100.00%
7
5000 85 \
129 185 12.40 12.60 12.80 13.00 13.20
241 . . . . .
155 284
Ay 2370 2 | m/z 43.10 82.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131262: Octadecanoic acid
7
43
129
5000 284 LI B L L L L L L L
12. 40 12 60 12. 80 13. 00 13 20
m/z 71.10 58.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57
R e S e S N
12.40 12.60 12.80 13.00 13.20
5000 85 m/z 55.05 48.06%
29
1l H [, 141162183 211 230 273 301322343 371 414
et A o B o e o e e e e A BLBLAR B o
m/z--> 50 100 150 200 250 300 350 400
Abundance #86142: Ethanol, 2-(dodecyloxy)- B
57 12.40 12.60 12.80 13.00 13.20
m/z 41.10 46.11%
5000 85
29 111
i h 140 168 199
11 Fi L |
....,.. ....,....,.... — T T T T T T
m/z--> 50 100 150 200 250 300 350 400 12. 40 12 60 12. 80 13. 00 13 20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.42 23.34 ng 1068130 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 1927 (13.421 min): BF110267.D (-1921) (-) m/z 57.05 100.00%
57
5000 85
13.20 13.40 13.60 13.80
141
0 ,l 11 L. [ 109107 225253 281 309 | m/z 43.10 63.49%
mz-> 0 50 100 150 200 250 300 350
Abundance #141425:; Heneicosane
57
5000 85 LR N UL SULRN I
1320 13.40 13.60 13.80
29 m/z 71.10 62 .58%
| | , J1j3‘1§1 169 197 225 253 296
mz-> 0 50 100 1éo 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl-
57
" 13.20 13.40 13.60 13.80
5000 85 m/z 85.05 45 _53%
113
3 l Lot a0 a0 %P o7 oa o3 350
mz-> 0 50 100 150 200 250 300 350
Abundance #209565: Octacosane EEEEEEEEE L S e
57 13.20 13.40 13.60 13.80
m/z 41.05 22 .74%
5000 85
29 13 94
[ 1) 717,141 169 197 205 253 281 309 337 365 394
mz-> 0 50 100 150 200 250 300 350 ' 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 Tetracosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.29 5.45 ng 249312 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2075 (14.292 min): BF110267.D (-2070) (-) m/z 57.10 100.00%
57
5000 85
113 141 169 14.00 14.20 14.40 14.60
- |, AT e ner 2 67 m/z 71.05  68.50%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85
14.00 14.20 14.40 14.60
29 m/z 43.05 65.86%
113
| |4 7y, 141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance #141426: Heneicosane
57
85 14.00 14.20 14.40 14.60
5000 m/z 85.10 50.37%
29 113
UL )y i) 241 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57 14.00 14.20 14.40 14.60
m/z 41.05 22.98%
5000 85
29 113
1 oy 141 169 197 225 253 281 309 337 365 394
LI I N N I B N SN B A SO B B B A B BN B B N B N B B I B BN B N N B B B B RN B B B —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—v—
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 351;0 ' 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.34 27.03 ng 1236840 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 87
2 13-Docosenamide, (Z2)- 337 C22H43NO 000112-84-5 64
3 Tetradecanamide 227 C14H29NO 000638-58-4 64
4 Decanamide- 171 C10H21NO 002319-29-1 59
5 Benzeneethanamine, 2-Fluoro-.bet... 229 C11H16FNO3 061338-98-5 59

Abundance Scan 2083 (14.339 min): BF110267.D (-2078) (-) m/z 59.00 100.00%

9

5000

14.00 14.20 14.40 14.60
m/z 72.00 64.59%

U4 140 170 108 221240

277294 320337

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128443: 9-Octadecenamide, (2)-
59
5000 LA [N L L L LB L BB |
14.00 14.20 14.40 14.60
41 m/z 55.05 48 .89%
114 136154 184 220238 264°5%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174696: 13-Docosenamide, (2)-
59
R R B e e AR
14.00 14.20 14.40 14.60
5000 a1 m/z 41.05 31.12%
126 337
5] 1\ 00 154 184 206 234 254 276294 320
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83610: Tetradecanamide
59 14.00 14.20 14.40 14.60
m/z 43.05 30.22%
5000
4 128 184 227
18, | || 479 5 128 149166184 21077
e R e e T e T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14.20 14.40 14.60

8270-BF102318.M Mon Nov 05 03:17:27 2018 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 Octacosane Concentration Rank 2

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

14 .39 62.60 ng 2864680 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2092 (14.392 min): BF110267.D (-2088) (-) m/z 57.10 100.00%

57
5000 85
113 14.00 14.20 14.40 14.60 14.80
141
ol AL Ly 14109 107 225 253 281 309337 365 7 71.10  64.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000

14.00 14.20 14.40 14.60 14.80
m/z 43.10 62.19%

29
| I J J J1$1I169 197 225 253 296
i it S e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
14.00 14.20 14.40 14.60 14.80
5000 o m/z 85.10 47.97%
29
| ‘ | 113 141 169 197 205 253 281 309 337 365 394
I T S e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57 14.00 14.20 14.40 14.60 14.80
m/z 55.05 23.10%
5000 85
113 141
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
P A i A e el LN AER LB T T T
m/z--> 50 100 150 200 250 300 350 400 1400 14.20 14.40 14.60 14.80

8270-BF102318.M Mon Nov 05 03:17:28 2018 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 Pentacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .59 11.07 ng 506709 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2126 (14.592 min): BF110267.D (-2122) (-) m/z 57.05 100.00%
57
5000 85
113 14.20 14.40 14.60 14.80 15.00
141
ol ,I. L 191,169 197 225 258281 309 | hjz 43.05  62.93%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000
85 14.20 14.40 14.60 14.80 15.00

m/z 71.10 62.01%

29
| 118 141 169 197 205 253 281 323 351 380
e R =
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
14.20 14.40 14.60 14.80 15.00
5000 o m/z 85.10 45.76%
29
| ] | (13 141 169 197 225 253 281 309 337 365 394
S I AL A
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57 14.20 14.40 14.60 14.80 15.00
m/z 55.05 22 .65%
5000 85
113
20| |yt 169189211 239 267 295 3p3 352
SV 0 ' A A e R e A
miz--> 50 100 150 200 250 300 350 14:20 14.40 14.60 14.80 15.00

8270-BF102318.M Mon Nov 05 03:17:29 2018 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 Hexacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.82 79.53 ng 3639330 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2165 (14.821 min): BF110267.D (-2157) (-) m/z 57.05 100.00%
57
5000 85
141 169 14.60 14.80 15.00 15.20
ol , 1] 97 225 253 281 309 337 365 | hy7 71.10  65.59%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.60 14.80 15.00 15.20
m/z 43.10 59.82%
29 Ll ]]1}31 141 169 107 225 253 295 323 367
m/z--> §o 100 150 260 2%0 300 3%0
Abundance #185535: Heptadecane, 9-octyl-
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 50.38%
113
L } A ST M 209 107 2P 267 204 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14.60 14.80 15.00 15.20
m/z 55.10 22.89Y%
85
5000
29 113
NEER J[ I 1?1 (169 197 225 253 296
m/z--> 5'0 100 1&1;0 2(')0 251;0 3(')0 3&1;0 14.I60 14.80 15.00 15.20

8270-BF102318.M Mon Nov 05 03:17:31 2018 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.92 16.61 ng 760239 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 2182 (14.921 min): BF110267.D (-2176) (-) m/z 57.05 100.00%

57
5000 85

14.60 14.80 15.00 15.20
141 169 197
11 1 g2 225 288 295 m/z 71.10 63.61%

m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000
85 14.60 14.80 15.00 15.20
m/z 43.10 62.03%
29
7 | 113 141 169 197 225 253 281 323 351 380
e e
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.10 51.21%
29 113
Tl [ L 141 169 197 225 253 281 309 337 365 394
L e B At
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57 14.60 14.80 15.00 15.20
m/z 55.05 22.17%
5000 85
29 113

m/z--> 50 100 150 200 250 300 350 14 60 14.80 15.00 15.20

8270-BF102318.M Mon Nov 05 03:17:32 2018 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 13 Pentadecane, 8-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.77 58.20 ng 3682320 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Heneicosane 296 C21H44 000629-94-7 92
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2326 (15.768 min): BF110267.D (-2319) (-) m/z 57.10 100.00%
57
5000 85 ”
113 15.40 15.60 15.80 16.00
141
_— ,J.J.- A a7 169 107 225 267 295 323 361 379 | ns7 71.10  64.60%
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43
71
5000
15.40 15.60 15.80 16.00
j 196 m/z 43.10 60.79%
99
S O O WY - 2 S
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.10 48.62%
1 I ﬂlﬁ31331? 183 211 239 281
m/z--> 50 100 150 200 250 300 350 '
Abundance #141424:; Heneicosane
57 15.40 15.60 15.80 16.00
m/z 55.05 23.23%
5000 85
?9 i \1}3J1§1\169 197 225 253 296
mz-> 50 ' R R A 15.40 15.60 15.80 16.00

8270-BF102318.M Mon Nov 05 03:17:34 2018 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.14 12.81 ng 810447 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2389 (16.139 min): BF110267.D (-2380) (-) m/z 57.10 100.00%
57
5000
99 15.80 16.00 16.20 16.40
141 285 : : : :
A e 2 S "Wz 43.10 60.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129491: Eicosane
57
5000
15.80 16.00 16.20 16.40
m/z 71.10 59.33%
) % 141 183 205 282
m/z--> 6 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #241528: Tetratetracontane
57
15.80 16.00 16.20 16.40
5000 m/z 85.10 43 .53%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57 15.80 16.00 16.20 16.40

m/z 55.00 26.26%

5000

99
26 ] |, 4 183 225 281 337 394

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. OO 16 20 16. 40

8270-BF102318.M Mon Nov 05 03:17:35 2018 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 15 Triacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.34 41.41 ng 2620090 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2423 (16.339 min): BF110267.D (-2415) (-) m/z 57.05 100.00%
57
5000 85
113 16.00 16.20 16.40 16.60
141
AL T a8 107 205 953 205 a37 365393 nzot 71 05 62.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85
16.00 16.20 16.40 16.60
113 m/z 43.05 59.24%
29| 1 d 141 169 197 225 253 281 309 337 365 303 422
m/z--> 50 100 150 260 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
16.00 16.20 16.40 16.60
5000 85 m/z 85.10 47 .96%
AL LR e 10 BP a7 s0s sy iz
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
7 16.00 16.20 16.40 16.60
m/z 55.10 22.77%
5000 85
29
L)y (M3141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 @ 200 250 300 350 400 16.00 16.20 16.40 16.60

8270-BF102318.M Mon Nov 05 03:17:36 2018 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 16 Eicosane, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.67 3.84 ng 242828 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
3 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2479 (16.668 min): BF110267.D (-2474) (-) m/z 57.10 100.00%
57
5000 85
113 16.40 16.60 16.80 17.00
141 169 197
LA e e s 280 h7z 71.05 64.32%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85
16.40 16.60 16.80 17.00
29 m/z 43.10 57 .35%
| T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #141429: Eicosane, 2-methyl-
57
16.40 16.60 16.80 17.00
5000 m/z 85.10 47 .92%
85
29
| ] LT 14 169 107 253 o5
m/z--> 50 100 150 200 250 300 350
Abundance #129498: Nonadecane, 2-methyl-
57 16.40 16.60 16.80 17.00
m/z 55.00 21.57%
5000
85
29 113
| ' LT 169 q07 29 267
m/z--> 50 @ 150 200 250 300 350 ' 16.40 16,60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 18 Dibenzylidene 4,4"-biphenyl... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
17.49 5.68 ng 359478 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzylidene 4,4"-biphenylenedi... 360 C26H20N2 006311-48-4 50
2 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 50
3 Ethene, 1-(anthracen-9-yl)-2-(4-... 360 C27H200 1000163-55-1 50
4 1,10-Phenanthroline, 9-dimethy... 360 C26H20N2 004733-39-5 49
5 Pyridine-3-carbonitrile, 2-(2-ch... 360 C17H10CIFN2S2 298687-66-8 49

Abundance Scan 2619 (17.492 min): BF110267.D (-2609) (-) m/z 43.10 100.00%
4 360
83
5000 05 145 179 213 285
255 329 381 R A BRI SR
414 17,20 17.40 17.60 17.80
i m/z 57.05 96.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #190926: Dibenzylidene 4,4'-biphenylenediamine i
360
17.20 17.40 17.60 17.80
152 272 m/z 55.00 83.42%
28 51 77 103127 | j 20222825; [
m/z--> 50 100 150 200 250 300 350 400
Abundance #190435: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro...
360
1720 17.40 17.60 17.80
5000 m/z 360.20 81.45%
207
332
m/z--> 50 160 1%0 260 250 300 350 400
Abundance #190943: Ethene, 1-(anthracen-9-yl)-2-(4-methoxy-1-naphthy... R e A
360 17.20 17.40 17.60 17.80
m/z 41.10 62 .55%
5000
202
180 329
28 5577 105 13750 " | 230 27632 |
m/z--> 50 1(')0 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF102318.M Mon Nov 05 03:17:39 2018
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 19 Tetratetracontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

18.69 5.93 ng 374986 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 2823 (18.692 min): BF110267.D (-2814) (-) m/z 57.05 100.00%

m/z 71.10 64 .19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83025: Hexadecane
5[7
5000 e e

1840 18.60 18.80
m/z 43.05 50.58%

2611|190 141 183 226

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane
517

:

18.40 18.60 18.80
5000 m/z 85.05 45 _30%

99
26| | Jui 141 183 225 267 309 351 303 436

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane B
517 18.40 18.60 18.80

m/z 55.00 22 .53%

-

5000

i

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 18.40 18 60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102918\
Data File : BF110267.D

Acq On : 29 Oct 2018 17:43

Operator : JU/SJ

Sample - J5649-12

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.33 12.2 ng 432630 1 6.97 710887 20.0
2-Pentanone, 4-hy... 5.22 3.0 ng 105125 1 6.97 710887 20.0
(3-Phenyloxiran-2... 12.61 3.1 ng 153624 4 11.50 982856 20.0
Octadecanoic acid 12.80 29.6 ng 1456360 4 11.50 982856 20.0
Heneicosane 13.42 23.3 ng 1068130 5 14.15 915160 20.0
Tetracosane 14 .29 5.5 ng 249312 5 14.15 915160 20.0
9-Octadecenamide, ... 14.34 27.0 ng 1236840 5 14.15 915160 20.0
Octacosane 14.39 62.6 ng 2864680 5 14.15 915160 20.0
Pentacosane 14.59 11.1 ng 506709 5 14.15 915160 20.0
Hexacosane 14.82 79.5 ng 3639330 5 14.15 915160 20.0
Heptacosane 14.92 16.6 ng 760239 5 14.15 915160 20.0
Pentadecane, 8-he... 15.77 58.2 ng 3682320 6 15.69 1265490 20.0
Eicosane 16.14 12.8 ng 810447 6 15.69 1265490 20.0
Triacontane 16.34 41.4 ng 2620090 6 15.69 1265490 20.0
Eicosane, 2-methyl- 16.67 3.8 ng 242828 6 15.69 1265490 20.0
Dibenzylidene 4,4._.. 17.49 5.7 ng 359478 6 15.69 1265490 20.0
Tetratetracontane 18.69 5.9 ng 374986 6 15.69 1265490 20.0
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