LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 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-BF010918.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

4.940 477 485 495 rBvV 194477 329309 7.81% 0.765%

1

2 5.298 543 546 547 rBV 76998 68358 1.62% 0.159%

3 5.340 547 553 556 rVB 3594272 4055872 96.19% 9.418%

4 5.528 582 585 587 rvB 63546 51145 1.21% 0.119%

5 5.563 587 591 598 rvB2 51023 80572 1.91% 0.187%
5.622 598 601 605 rBvV 76082 64331 1.53% 0.149%

5.734 613 620 624 rBvV 88292 116732 2.77% 0.271%
rvB3 102557 108212 2.57% 0.251%
5.969 656 660 666 rvVB 168829 181183 4_30% 0.421%
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1 6.151 685 691 694 rBvV 56313 62082 1.47% 0.144%
11 6.245 704 707 710 rBv2 137780 150741 3.58% 0.350%
12 6.316 715 719 721 rBV2 75865 92257 2.19% 0.214%
13 6.363 721 727 730 rBV 3471416 4055059 96.17% 9.416%
14 6.457 739 743 744 rBV 77102 67227 1.59% 0.156%

15 6.493 744 749 752 rVV 4133188 4103650 97.32% 9.529%

16 6.551 755 759 762 rBV3 294059 353463 8.38% 0.821%
17 6.722 782 788 794 rVB 1099999 1038018 24.62% 2.410%

18 6.775 794 797 800 rBV 93346 89739 2.13% 0.208%
19 6.810 800 803 806 rvB2 46837 45059 1.07% 0.105%
20 6.875 810 814 817 rBV 3231655 3220806 76.39% 7.479%
21 6.969 827 830 832 rBv2 49666 49881 1.18% 0.116%
22 6.993 832 834 837 rvVB 88066 79952 1.90% 0.186%
23 7.110 851 854 858 rBv2 247482 237684 5.64% 0.552%
24 7.192 864 868 872 rVB7 31907 47315 1.12% 0.110%

25 7.287 872 884 887 rBV 2328620 2727892 64.70% 6.334%

26 7.316 887 889 892 rVvB 141262 109713 2.60% 0.255%
27 7.363 892 897 900 rvB4 94123 132038 3.13% 0.307%

28 7.416 900 906 908 rBV6 28083 59766 1.42% 0.139%
29 7.451 908 912 914 rBV3 42922 44844 1.06% 0.104%
30 7.522 922 924 928 rVB 164287 145826 3.46% 0.339%
31 7.592 932 936 939 rBV 53625 58727 1.39% 0.136%
32 7.640 941 944 948 rVB3 107227 101929 2.42% 0.237%
33 7.687 948 952 954 rBV3 62602 49392 1.17% 0.115%
34 7.904 986 989 993 rvB2 57477 62345 1.48% 0.145%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 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-BF010918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 7.945 993 996 1000 rBV3 38833 56995 1.35% 0.132%

36 8.004 1000 1006 1007 rVV 1463891 1389812 32.96% 3.227%
37 8.022 1007 1009 1012 rVV 1279628 1030029 24.43% 2.392%

38 8.051 1012 1014 1018 rVB4 51353 52751 1.25% 0.122%
39 8.281 1048 1053 1054 rBV2 39458 63952 1.52% 0.148%
40 8.387 1067 1071 1073 rBV 110806 92975 2.21% 0.216%
41 8.463 1082 1084 1087 rVB3 67095 62775 1.49% 0.146%
42 8.557 1097 1100 1103 rBV 404250 320204 7.59% 0.744%
43 8.592 1103 1106 1109 rvVvB2 64385 55833 1.32% 0.130%

44 8.716 1123 1127 1130 rVB 582835 499880 11.86% 1.161%
45 8.810 1140 1143 1150 rVB 267510 221397 5.25% 0.514%

46 9.081 1183 1189 1192 rBV 4531648 4216526 100.00% 9.791%
47 9.475 1251 1256 1259 rBV 708627 564705 13.39% 1.311%
48 9.751 1296 1303 1307 rBV 1329885 1239264 29.39%% 2.878%
49 10.469 1420 1425 1428 rBV 1322234 1092855 25.92% 2.538%
50 10.545 1433 1438 1441 rBV 2210135 2122204 50.33% 4.928%

51 11.233 1549 1555 1558 rBV 1179489 1002391 23.77% 2.328%
52 12.439 1757 1760 1764 rBV 99889 90038 2.14% 0.209%
53 12.669 1797 1799 1802 rVB 88145 67545 1.60% 0.157%
54 12.822 1820 1825 1828 rBV 2836992 2580880 61.21% 5.993%
55 13.716 1973 1977 1986 rVB2 252423 282909 6.71% 0.657%

56 13.863 1998 2002 2005 rBV 775776 806331 19.12% 1.872%
57 13.886 2005 2006 2009 rVB 66014 51903 1.23% 0.121%
58 14.339 2080 2083 2087 rBV3 72663 74463 1.77% 0.173%
59 14.621 2127 2131 2140 rBV 815069 871142 20.66% 2.023%
60 14.774 2154 2157 2164 rVB2 96648 102307 2.43% 0.238%

61 14.874 2170 2174 2177 rBV 93463 128840 3.06% 0.299%

62 14.957 2184 2188 2189 rBV2 57719 59677 1.42% 0.139%
63 14.980 2189 2192 2201 rVB 138892 168291 3.99% 0.391%
64 15.163 2219 2223 2229 rVB 59915 82218 1.95% 0.191%

65 15.280 2238 2243 2247 rBV 591447 755672 17.92% 1.755%

66 15.504 2277 2281 2286 rVB2 152275 194704 4.62% 0.452%

67 15.721 2314 2318 2322 rBV2 47942 69624 1.65% 0.162%
68 15.768 2322 2326 2331 rVV2 66105 98010 2.32% 0.228%
69 16.198 2394 2399 2404 rVB2 36393 61719 1.46% 0.143%
70 16.745 2489 2492 2498 rVB4 38795 71789 1.70% 0.167%
71 17.198 2564 2569 2575 rVB10 17405 45086 1.07% 0.105%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 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-BF010918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 18.162 2726 2733 2742 rBV10 26159 78004 1.85% 0.181%

Sum of corrected areas: 43066819
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

U:\HPCHEM1I\BNA F\DATA\BF011718\

BF102170.D

18 Jan 2018 00:21

SJ/Ju

J1169-01

25 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
= C:\DATABASE\NIST11.L
LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF102170.D

5.34

4.94 5*

97
0 553 &ﬁxa7sé% 6

6.49

6.36
6.87

7.29

0
Time-->

5.50

5.00

600

, MJL@@JW

e
650 700

Abundance

4000000

3000000

2000000

8.00

1000000

05 8.7/38%8.5

TIC: BF102170.D

10.55

9.75 10.47

11.23

38.72 9.47

8.56
8.81

12.82

12.4412.67

h.
T 7

Time--> 8.00

10.00 10.50 11.00 11.50

9.00 9.50

8.50

13. 50

12.00 12.50 13.00

Abundance

4000000

3000000

2000000

1000000

.72

13.86

18.89

TIC: BF102170.D

14.62
15.28

14.34 || 147885 160 15015527 1600 16.74  17.20

18.16

Time-->

14.00

16.50 17.00

16.00

15.00 15.50

14.50

17.50

19.00

18.00

18.50
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 7

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

4.94 6.34 ng 329309 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 485 (4.940 min): BF102170.D (-477) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1
| 83.0 | 4.60 4.80 5.00 5.20
SRR I 1 SESSSUUSCUNS | RS P UM m/z 59.00 56.01%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AR A I
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 20.66%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520
5000 m/z 58.00 14 .69%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.17%
5000
101.0
150 310 | %80 590  geo
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Cyclohexane, l-ethyl-2-methyl- Concentration Rank 18

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

5.73 2.25 ng 116732 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1l-ethvl-2-methvl- 126 C9H18 003728-54-9 93
2 cis-1-Ethvl-3-methyvl-cvclohexane 126 C9H18 019489-10-2 91
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 91
4 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 90
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 90

Abundance Scan 619 (5.728 min): BF102170.D (-613) (-) m/z 55.00 100.00%
54.0
97.1
| 81|'1 ‘ 1251 540 5.60 5.80 6.00
111.1 : : : :
..,....,....,....|;!|...,.'!.'.,..-.|!!-...-.',.-"...,..I!,....,-....,..|.|.,... m/z 97.10 72.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55.0 97.0
5000
410 5.40 5.60 5.80 6.00
69.0 m/z 69.00 39.27%
29.0 126.0
"|""|""J|"'ji“"'|'“'”|'"‘Jﬂ"'éih?"l""l' '%1359"|"l'|"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55.0 97.0
5.40 5.60 5.80 6.00
5000 m/z 41.10 36.12%
41.0 69.0 126.0
29.0 81.0 1110
miz-> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
55.0 97.0 5.40 5.60 5.80 6.00
‘ m/z 95.00 30.89%
5000
41.0 69.0 126.0
29.0 81.0
"|1ﬂ'p'|"'ﬂl""“l“"|"'l'|"”‘i""|h"'|"'l|' 'ilgfg"l""l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 3 Cyclohexane, propyl- Concentration Rank 12

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

5.97 3.49 ng 181183 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 87
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 72
3 Cvclohexane. undecvl- 238 C17H34 054105-66-7 64
4 2-Pentene. 4.4-dimethvl-. (BE)- 98 C7H14 000690-08-4 50
5 1-Pentyn-3-ol 84 C5H80 004187-86-4 50

Abundance Scan 660 (5.969 min): BF102170.D (-656) (-) m/z 55.10 100.00%
58.1 831
5000
126.1 560 5.80 6.00 6.20 6.40
m/z 83.10 94 .86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11538: Cyclohexane, propyl-
83.0
55.0
5000
5.60 5.80 6.00 6.20 6.40
0.0 126.0 m/z 82.10 50.75%
,‘,H“,‘,‘, N —
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance
55.0 83.0
5.60 5.80 6.00 6.20 6.40
5000 m/z 41.10 44 _53%
112.0
27.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92571: Cyclohexane, undecyl-
83.0 5.60 5.80 6.00 6.20 6.40
m/z 97.10 22 .39%
55.0
5000
20 H ol J 1110 1540 238.0
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzene, l-ethyl-3-methyl- Concentration Rank 14

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

6.25 2.90 ng 150741 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 68
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 64
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 35
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 35
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 35

Abundance Scan 708 (6.251 min): BF102170.D (-704) (-) m/z 57.00 100.00%
7.0
4111
5000
85.0 105.0
|| | | ZT'O 207 1 6.00 6.20 6.40 6.60
L m/z 43.05 90.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
5000
6.00 6.20 6.40 6.60
70 m/z 41.10 53.08%
180 399 s00 |° | | 1210
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
6.00 6.20 6.40 6.60
5000 m/z 69.05 45_11%
39.0 59.0 .0 121.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105.0 6.00 6.20 6.40 6.60
m/z 71.00 40.50%
5000
15.0 39\'0 .59.0 77\‘.\0 | Al 12“ 0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1

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

6.49 79.07 ng 4103650 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.493 min): BF102170.D (-744) (-) m/z 131.95 100.00%
131.9
5000 68.1
%0 %o "% ohb ok ko
: I B e B B m/z 68.10 40.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 NI
0 70 7o m/z 134.00 33.83%
S | Y POV XY O P
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.00 25.09%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! N B B e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.83%
74.0
5000 ggo 1160
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.55 Concentration Rank 6

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

6.55 6.81 ng 353463 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 25
2 6-Amino-1-hexvl phosphate 197 C6H16N04P 007564-68-3 22
3 Hexatriacontane 507 C36H74 000630-06-8 22
4 Hexadecane 226 C16H34 000544-76-3 22
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 22

Abundance Scan 759 (6.551 min): BF102170.D (-755) (-) m/z 43.05 100.00%
43
105.1
5000
l 6.20 6.40 6.60 6.80
— A A B o e B B OO m/z 57.05 91.38%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19157: Decane
43.0
5000
6.20 6.40 6.60 6.80
Fao m/z 41.05 58.03%
"k ﬁiw'%”%?ﬁ'"P'"P"'I”"I”"I”"I”"I”
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
30.0
6.20 6.40 6.60 6.80
5000 m/z 105.05 56.59%
82.0
”"I"'W%%%q NI LA PR DAL UL UL BN W
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235974: Hexatriacontane
57.0 6.20 6.40 6.60 6.80
m/z 71.10 32.88%
5000
‘ 7.0 141.0183.0225.0  295.0337.0 393.0435.0  506.0
miz--> 0 5'0 1(')0 1&1,0 2(')0 251,0 300 350 400 4&'30 5(')0 6.|20 6.110 6.|60 6.|80 '
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Naphthalene, decahydro-, tr... Concentration Rank 10

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

7.11 4_.58 ng 237684 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 98
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 96
3 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 89
4 5H-Inden-5-one. octahvdro-. trans- 138 C9H140 004668-81-9 86
5 2H-Inden-2-one, octahydro-, cis- 138 C9H140 005689-04-3 86

Abundance Scan 854 (7.110 min): BF102170.D (-851) (-) m/z 67.05 100.00%
67.0 138.2
410 810 96.0
5000
55.0
109.1 RSN SRS U B

‘ | ||| 6.80 7.00 7.20 7.40
"|""|""|""i!"'II:|I|I|'II! T |llll|llll|||||||||||||| [T m/Z 138-20 78_81%

I| Wl al L1282
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16925: Naphthalene, decahydro-, trans-
67,0 138.0
41.0
82.0 95.0
5000
27.0 55.0 6.80 7.00 7.20 7.40
109.0 m/z 68.00 76.89%
..f?.(.),...l‘,....w...,n‘...,..‘l.i...h‘;....,w.‘.,....;....1,2]:?'.".,... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
67.0 96.0 138.0
81.0
6.80 7.00 7.20 7.40
5000 41.0 m/z 81.05 60.72%
%5.0 109.0
27.0
123.0
Wmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16913: Naphthalene, decahydro-, cis- R R s e
67.0 810 96.0 138.0 6.80 7.00 7.20 7.40
m/z 96.05 59.34%
5000 41.0
55.0 109.0
27.0
150 || L ‘M ) 123.0
T T R T T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

8270-BF010918.M Thu Jan 18 12:17:35 2018 Page: 11



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown7.36 Concentration Rank 17

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

7.36 2.54 ng 132038 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(3.3-dimethvilcvclohex... 154 C10H180 041370-29-0 46
2 Tricvclol5.3.0.0(4.8)1decane 136 C10H16 019485-20-2 42
3 Adamantane 136 C10H16 000281-23-2 42
4 Bicvclol3.3.0loct-2-en-7-one. 6-... 136 C9H120 1000150-43-7 30
5 3,5-Dimethyl-4-allylpyrazole 136 C8H12N2 024475-45-4 30

Abundance Scan 896 (7.357 min): BF102170D(892)() m/z 136.10 100.00%

41.0 55.0 36.1

81.0
93.0
69.0
5000 109.0

[l h ||I||‘ H| 12I1'1 Ih 15} 100 720 70 780
S| .,..!.' '..,.'.-.!,'..!,...!,.!..,.. m/z 55.00 99.34%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #26844: Ethanol, 2-(3,3-dimethylcyclohexylidene)-
41.0 69.0
93.0
121.0 B B e Eaa e o
000, 550 136.0 7.00 7.20 7.40 7.60
‘ ‘ 107.0 m/z 41.05 91.57%
.,...:‘,....,l‘...,:‘:l‘.,..‘.‘. ....Hm..,:l:.,...‘:‘”....,.‘...,....,....1,5.3‘.1.9,..
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
79.0 94.0 136.0
670 1210 LA L L L L L LB
107.0 7.00 7.20 7.40 7.60
5000 41.0 m/z 81.05 77.25%
27.0 53.0

mmmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #15679: Adamantane R B A

136.0 7.00 7.20 7.40 7.60
79.0 m/z 93.00 68.23%
93.0
5000
39.0 67.0
22 ek o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60

8270-BF010918.M Thu Jan 18 12:17:36 2018 Page: 12



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Naphthalene, decahydro-2-me... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.52 2.10 ng 145826 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 94
2 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 94
3 Cvclodecene. 1-methvl- 152 C11H20 066633-38-3 87

015932-80-6 86
001879-07-8 70

4 Cvclohexanone. 5-methvl-2-(1-met... 152 C10H160
5 Cyclohexane, 1l-methyl-4-(1-methy... 138 C10H18

Abundance Scan 924 (7.522 min): BF102170.D (-922) (-) m/z 81.05 100.00%
81.0
95.1
67.0 152.2
41.1 250
5000 : 1371
1091 |||||||||||||||||||
‘ || | ‘ ‘ | 123.1 7.20 7.40 7.60 7.80
rerrrrr et et tll e e Tmzz 95,10 75.76%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
67.0 95.0
55.0
27.0
5000 LA L L L L L LB B |
137.0 7.20 7.40 7.60 7.80
109.0 m/z 67.00 67.98%
“ ‘ ‘ 123.0
..,..:.,....H‘...,‘:.l‘. - ,...‘.“....,‘.w.‘.,....l.... b
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81.0
670 LA L L L L L LB L |
41.0 55.0 9.0 152.0 7.20 740 7.0 7.80
5000 m/z 152.20 67.30%
137.0
29.0 109.0

123.0

wmwmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #25420: Cyclodecene, 1-methyl-
67.0 81.0 7.20 7.40 7.60 7.80
95.0 m/z 55.00 55.62%
a0 20
5000
109.0 152.0
29.0 1370
TN R Y1 .30
SRS S T U NS ,,,, AR ASAR. ALk idan
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80

8270-BF010918.M Thu Jan 18 12:17:38 2018
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2-Hydroxy-iso-butyrophenone Concentration Rank 9

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

8.56 4.61 ng 320204 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 80
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 64
3 Propionic acid. 2-isopropoxv-. m... 146 C7H1403 1000151-15-1 23
4 Propanoic acid. 2-hvdroxv-2-meth... 132 C6H1203 000080-55-7 23
5 Butane, 2-methoxy-3-methyl- 102 C6H140 062016-49-3 9

Abundance Scan 1100 (8.557 min): BF102170.D (-1097) (-) m/z 59.00 100.00%
54.0
5000
77.0 105.0 L
43.0 133.1 AL S S I
| 91.0 || 1191 | 148.1 8.20 8.40 8.60 8.80
L m/z 104.95 27 .54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 '|""|""KT""|""|
8.20 8.40 8.60 8.80
43.0 77.0 105.0 m/z 77.00 25.93%
T =L N"'J" IR A8 |'M' '%2}30" j |%4930'| U SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
8.20 8.40 8.60 8.80
5000 m/z 133.05 16.79%
75.0 105.0
49 121.0 149.0 165.0 180.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #21992: Propionic acid, 2-isopropoxy-, methyl ester
54.0 8.20 8.40 8.60 8.80
m/z 50.95 15.70%
5000
29.0 43.0
T 74.0 87.0 103.0116.0
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF010918.M Thu Jan 18 12:17:39 2018
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Naphthalene, 1-methyl- Concentration Rank 13

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

8.81 3.19 ng 221397 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 94
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64

Abundance Scan 1143 (8.810 min): BF102170.D (-1140) (-) m/z 142.05 100.00%
14p.1
5000
115.0
e
39.0 63.0 89.0 8.40 8.60 8.80 9.00 9.20
Obrrerrrrestimr A e 02 M9 Tn/Zz 141,100 92.87%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 SRR LS LR
115.0 840 8.60 880 9.00 9.20
m/z 114.95 32.92%
39.0 580 710 8901020 128.0 |
II'"'I""I""I""I""I""IIIII URGAR S DA DA S S B B AR R

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance
142.0
8.40 8.60 8.80 9.00 9.20
m/z 143.10 12.29%
5000 115.0
260 30.0 6307608901000 1280
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19231: Benzocycloheptatriene e REARmnmEa wim m
141.0 8.40 8.60 8.80 9.00 9.20
115.0 m/z 139.10 11.56%
5000
63.0 89.0
\‘\ 760 | 1020 | 1280 ‘
A B e AR AR L A RmARE B R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.40 8.60 8.80 9.00 9.20

8270-BF010918.M Thu Jan 18 12:17:43 2018 Page: 15



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.47 17.64 ng 1092860 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzeneacetic acid. .alpha.-oxo-... 164 C9H303 015206-55-0 49
3 Benzenebutanoic acid. .aamma.-oxo- 178 C10H1003 002051-95-8 47
4 Vinvl benzoate 148 C9H802 000769-78-8 47
5 Ethanone, 2-bromo-1-phenyl- 198 C8H7BroO 000070-11-1 47
Abundance Scan 1425 (10.469 min): BF102170.D (-1420) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 S | S
1521 10.20 10.40 10.60 10.80
et e 2 Y e 2009 Tm/z 77.00 62.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 SRR SRR BN SUNE
10.20 10.40 10.60 10.80
510 m/z 182.10 48.42%
21.0 | | 1260 1520 I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
10,20 10.40 10,60 10.80
5000 7.0 m/z 51.00 26.42%
51.0
15.0 31.0 136.0  164.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43584: Benzenebutanoic acid, .gamma.-0xo- B
105.0 10.20 10.40 10.60 10.80
m/z 50.00 7.91%
5000 77.0
51.0
210 | ‘ 1330 16101780
m/z--> 20 40 60 80 100 120 140 160 180 200 10,20 10,40 10.60 10.80

8270-BF010918.M Thu Jan 18 12:17:45 2018 Page: 16



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 14 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.72 7.02 ng 282909 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 1978 (13.721 min): BF102170.D (-1973) (-) m/z 57.05 100.00%
57.0
5000 97.1 ~WNNANVA~“~JA\~ﬂv~wﬂAV~A®
BRI BN BN
30.1 230.1 13.40 13.60 13.80 14.00
_— l “.,.1.8.3.2,....,....,....,....,.... m/z 43.05 75.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 SR AR AR IR SRR
13,40 13.60 13.80 14.00
m/z 55.00 62.27%
169.0
: I\I “l‘uﬂu‘ ey l‘\ I\‘\I \: |" 7 |2|3§|0|?8|3|0| T ?’3:4:0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 RN SN U
13.40 13.60 13.80 14.00
5000 m/z 71.05 57 .93%
169.0
15.0 131.0 2100 255 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol B e
580 oo, 13.40 13.60 13.80 14.00
' m/z 83.10 43.51%
190 | ‘J 39? 182.0 224.0 266.0
m/z--> 5'0 1(')0 150 200 250 300 350 400 1340 13.60 13.80 14.00

8270-BF010918.M Thu Jan 18 12:17:46 2018 Page: 17



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.62 23.06 ng 871142 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 Decanamide- 171 C10H21NO 002319-29-1 59
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
4 Methvl 17-methoxv-10-methoxvcarb... 386 C22H4205 1000110-20-7 38
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 35

Abundance Scan 2131 (14.621 min): BF102170.D (-2127) (-) m/z 59.00 100.00%

5000

14.40 14.60 14.80 15.00
m/z 72.10 64.59%

97.1 126.1
1 154.1 184.2 212.2 240.3266.1 294.4320.4
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #128445: 9-Octadecenamide, (2)-
59.0

5000 LI IL L B L B L  LLL L B LB
14.40 14.60 14.80 15.00
m/z 55.05 49_37%
29.0 86.0 126.0
: "~ 154.0 184.0210.0238.0  281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59.0
T T
14.40 14.60 14.80 15.00
5000 m/z 41.05 32.15%
29.0 86.0 1280 1710
mmwwwwwwﬁwﬁwﬁwﬁwﬁwﬁwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... LR RR pE Rt
14.40 14.60 14.80 15.00
m/z 43.10 29.45%
5000

91.0 116.0141.0 170.0196.0 229.0
s s e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00

8270-BF010918.M Thu Jan 18 12:17:47 2018 Page: 18



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 16 Octadecanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.77 2.71 ng 102307 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Hexadecanal 240 C16H320 000629-80-1 90
3 1.16-Hexadecanediol 258 C16H3402 007735-42-4 74
4 Tetradecanal 212 C14H280 000124-25-4 74
5 Heptadecanal 254 C17H340 1000376-70-0 74
Abundance Scan 2156 (14.768 min): BF102170.D (-2154) (-) m/z 57.10 100.00%

1

82.0
5000

i
-

109.1

137.1 1661 19219150 2501 50 o 14.40 14.60 14.80 15.00

; m/z 43.00 69.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal

:
:

5000

14.40 14.60 14.80 15.00
m/z 55.00 65.06%

137.0 1660 194.0 222.0 250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

57.0 82.0

:

14.40 14.60 14.80 15.00
5000 m/z 41.05 60.31%
29.0

109.0
1370 166.0 196.0 220

mﬁwﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #109264: 1,16-Hexadecanediol S e S
14.40 14.60 14.80 15.00

m/z 82.00 59.97%

:

5000

109.0

138.0 166.0 194.0 222.0
e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

3

T T I
14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 17 9-Octadecene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.98 4.45 ng 168291 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene. (E)- 252 C18H36 007206-25-9 93
2 3-Octadecene. (E)- 252 C18H36 007206-19-1 89
3 Behenic alcohol 326 C22H460 000661-19-8 87
4 1-Hexadecanol 242 C16H340 036653-82-4 83
5 n-Nonadecanol-1 284 C19H400 001454-84-8 83

Abundance Scan 2192 (14.980 min): BF102170.D (-2189) (-) m/z 83.10 100.00%

55.0 831

111.1
5000 252.1

?

14.60 14.80 15.00 15.20

140.1 167.1 197.1 224.1
m/z 97.10 98.63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104187: 9-Octadecene, (E)-
55.0

83.0

:

5000

29.0 14.60 14.80 15.00 15.20
1110 m/z 69.00 88.65%

139.0 168.0 196.0 224.0 252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41.0 | 69.0
L B BT
97.0 14.60 14.80 15.00 15.20
5000 m/z 55.05 86.04%
125.0
154.0 182.0  224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol T T
55,0 14.60 14.80 15.00 15.20
m/z 111.10 54 .85%
5000
29.0
5 167.0 196.0 224.0 252.0 280.0 308.0
R RARRNREASY e e RS B n
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 18 Benzo[e]pyrene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.16 2.18 ng 82218 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Benzolklfluoranthene 252 C20H12 000207-08-9 94
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolil1fluoranthene 252 C20H12 000205-82-3 93
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 2223 (15.163 min): BF102170.D (-2219) (-) m/z 252.10 100.00%
25p.1
5000
125.0

14.80 15.00 15.20 15.40

224.0
43.0 9.0 100.0 167.1193.9 281.0 341.0 m/z 250.10 33.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104217: Benzo[e]pyrene
252.0

5000
14.80 15.00 15.20 15.40

m/z 253.05 21.80%

125.0
39.0 MO%O Mlmo mmﬂmo‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance
252.0
14.80 15.00 15.20 15.40
5000 m/z 125.00 18.24%
126.0
74.0 99.0 198.0224.0
WWWWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104228: Benz[e]acephenanthrylene R AR BAEEE T o
252.0 14.80 15.00 15.20 15.40

m/z 126.00 11.47%

5000

39.0 151.0  198.0224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 19 Oxirane, hexadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.50 5.15 ng 194704 Perylene-d12 15.28

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 95
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
3 Heptadecanal 254 C17H340 1000376-70-0 86
4 Octadecanal 268 C18H360 000638-66-4 86
5 1,19-Eicosadiene 278 C20H38 014811-95-1 81

Abundance Scan 2280 (15.498 min): BF102170.D (-2277) (-) m/z 57.05 100.00%

5000

15.20 15.40 15.60 15.80
m/z 43.05 79.88%

203.1 2491 282.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-
82.0

15.20 15.40 15.60 15.80
m/z 82.00 74.40%

5000

29.0

211.0 250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
T T T T T
15.20 15.40 15.60 15.80
5000 m/z 55.00 57.80%
110.0
138.0

166.0 194.0 236.0 264.0
mﬁmﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #105849: Heptadecanal R R R
43.0 820 15.20 15.40 15.60 15.80
' m/z 83.10 52.99%
5000
109.0
0 137.0156 7180.0 208.0 236.0
RARARRE LA B REa e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102170.D

Aca On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample : J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 20 n-Tetracosanol-1 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.77 2.59 ng 98010 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 76
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 74
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 72
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 70
5 1-Heptacosanol 396 C27H560 002004-39-9 68
Abundance Scan 2326 (15.768 min): BF102170.D (-2322) (-) m/z 57.05 100.00%
57.0
97.1
5000
1531 1010 2051 2831 3410 15.40 15.60 15.80 16.00
et m/z 83.05 85.30%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000 LR DAL B BRI BULRL B

15.40 15.60 15.80 16.00
m/z 43.05  82.44%

39.0
L) MF | 167.0196.0 236.0266.0 308.0337.0

27}\0\‘
R e e L e e e e L E o e s o e
m/z--> 50 100 150 200 250 300 350
Abundance
550 97.0
e e e S RERmma
15.40 15.60 15.80 16.00
5000 m/z 55.00 76.16%
266.0
1260 1680 210.0
L o e e LA ERL A o s o s s o e
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester B e e o N EEmes
57.0 15.40 15.60 15.80 16.00
m/z 69.10 68.47%
97.0
5000
270 0 238.0
1O AL L Gfi, 1680 20002380 2830 384.0
L e e o LA e s s s o s ey e R e S REmma
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
Data File : BF102170.D

Acq On : 18 Jan 2018 00:21

Operator : SJ/JU

Sample - J1169-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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... 4.94 6.3 ng 329309 1 6.72 1038020 20.0
Cyclohexane, 1l-et... 5.73 2.3 ng 116732 1 6.72 1038020 20.0
Cyclohexane, propyl- 5.97 3.5 ng 181183 1 6.72 1038020 20.0
Benzene, 1-ethyl-.._. 6.25 2.9 ng 150741 1 6.72 1038020 20.0
unknown6 .49 6.49 79.1 ng 4103650 1 6.72 1038020 20.0
unknown6 .55 6.55 6.8 ng 353463 1 6.72 1038020 20.0
Naphthalene, deca... 7.11 4.6 ng 237684 1 6.72 1038020 20.0
unknown7 .36 7.36 2.5 ng 132038 1 6.72 1038020 20.0
Naphthalene, deca... 7.52 2.1 ng 145826 2 8.00 1389810 20.0
2-Hydroxy-iso-but. .. 8.56 4.6 ng 320204 2 8.00 1389810 20.0
Naphthalene, 1-me... 8.81 3.2 ng 221397 2 8.00 1389810 20.0
Benzophenone 10.47 17.6 ng 1092860 3 9.75 1239260 20.0
Heptadecyl heptaf... 13.72 7.0 ng 282909 5 13.87 806331 20.0
9-Octadecenamide, ... 14.62 23.1 ng 871142 6 15.28 755672 20.0
Octadecanal 14.77 2.7 ng 102307 6 15.28 755672 20.0
9-Octadecene, (E)- 14.98 4.5 ng 168291 6 15.28 755672 20.0
Benzo[e]pyrene 15.16 2.2 ng 82218 6 15.28 755672 20.0
Oxirane, hexadecyl- 15.50 5.2 ng 194704 6 15.28 755672 20.0
n-Tetracosanol-1 15.77 2.6 ng 98010 6 15.28 755672 20.0
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