LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110317\
Data File : BF100150.D

Acq On > 3 Nov 2017 22:20

Operator : SJ/JU

Sample : 16294-01

Misc :

ALS Vial : 21 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:\HPCHEMI1\BNA_F\METHODS\8270-BF102317_.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 4.616 427 430 442 rBV 26636 50528 1.94% 0.281%
2 4.987 490 493 509 rBv 79593 129334  4.96% 0.720%
3 5.316 545 549 556 rBvY 30496 42501 1.63% 0.237%
4 5.392 559 562 583 rBY 882617 1167793 44.79% 6.500%
5 6.416 734 736 751 rBV 543427 787266 30.20%  4.382%
6 6.545 754 758 767 rVB 1996846 1984160 76.10% 11.044%
7 6.769 793 796 805 rBV 554307 515551 19.77% 2.870%
8 6.922 818 822 841 rBV 1911403 1794968 68.85% 9.991%
9 7.316 885 889 890 rBvV 37801 32256 1.24% 0.180%
10 7.345 890 894 912 rVB 1400992 1432380 54.94% 7.973%

11 8.051 1011 1014 1028 rBV 795184 725679 27.83% 4._.039%
12 8.627 1109 1112 1120 rBV 91047 83194 3.19% 0.463%
13 9.127 1192 1197 1200 rBV 2825809 2607194 100.00% 14.512%
14 9.804 1308 1312 1322 rVB 897505 767522 29.44% 4.272%
15 10.604 1444 1448 1461 rBV 1316474 1309785 50.24% 7.291%

16 11.298 1562 1566 1573 rBV 771693 674123 25.86% 3.752%
17 11.810 1651 1653 1658 rBV 73253 72120 2.77% 0.401%
18 12.598 1784 1787 1791 rBV 43256 49160 1.89% 0.274%
19 12.768 1812 1816 1826 rBV 579937 610346 23.41% 3.397%
20 12.880 1831 1835 1838 rBV 1943700 1818096 69.73% 10.120%

21 13.757 1981 1984 1990 rVB3 58062 68050 2.61% 0.379%
22 13.951 2014 2017 2024 rVB 440731 422131 16.19% 2.350%
23 14.427 2096 2098 2102 rVvB4 26736 27265 1.05% 0.152%
24 15.303 2244 2247 2252 rVB7 23577 29153 1.12% 0.162%
25 15.409 2261 2265 2273 rVB 332814 431334 16.54% 2.401%
26 15.774 2324 2327 2333 rVB2 23366 32386 1.24% 0.180%
27 16.021 2365 2369 2384 rVB3 41245 88613 3.40% 0.493%
28 16.250 2404 2408 2421 rVB7 22982 68697 2.63% 0.382%
29 16.433 2434 2439 2445 rVB 46462 77905 2.99% 0.434%
30 16.809 2500 2503 2510 rVB7 13923 27187 1.04% 0.151%
31 17.474 2610 2616 2622 rBV5 18697 38746 1.49% 0.216%
Sum of corrected areas: 17965423
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\
Data File : BF100150.D

Acq On : 3 Nov 2017 22:20

Operator : SJ/JU

Sample : 16294-01

Misc :

ALS Vial :© 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF100150.D

2500000

2000000 6.5 6.92

1500000 7.35

1000000 5.39

6.42 6.77
500000

4.99 J{
4.62 i 5.3 7,32

e B -

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF100150.D

2500000

2000000 12.88

1500000 10.60

1000000 9.80
8.05 11.30

12.77]
500000

8.63 { 11.81 12.60
O r——=r A T S — L e e e e e e e LA B e e e e e IR A s e s e .L, T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF100150.D

2500000

2000000

1500000

1000000

500000 13.95 15.41

3.76 14.43 15.3 15.77 16.0216.246.43 1681 17.47
e S e e e e e T B e T RS

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\
Data File : BF100150.D

Acq On : 3 Nov 2017 22:20

Operator : SJ/JU

Sample : 16294-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.99 5.02 ng 129334 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol 102 C6H140 000623-37-0 28
3 1,2-Butanediol 90 C4H1002 000584-03-2 23
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 494 (4.992 min): BF100150.D (-490) (-) m/z 43.00 100.00%
a3
59
5000
101
4.60 4.80 5.00 5.20 5.40
el e 7 59000 68710
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR SRR AR SR L
4.60 4.80 5.00 5.20 5.40
m/z 101.10 27 .01%
25 3t 37 | 83 g3 0%
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance
59
460 480 500 520 540
5000 31 43 73 m/z 58.00  18.45%
25 37 53 67 84 101
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #2294: 1,2-Butanediol
3 59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.97%
5000
41
"I'%?'I'?§'I""I"??I??"I""?%"'I"'??""I""I AR SR AR SR
m/z--> 10 40 50 60 70 80 90 100 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\
Data File : BF100150.D

Acq On : 3 Nov 2017 22:20

Operator : SJ/JU

Sample : 16294-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 unknown6.55 Concentration Rank 1

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

6.55 76.97 ng 1984160 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 759 (6.551 min): BF100150.D (-754) (-) m/z 132.00 100.00%
5000
68
% 6.20 640 6.60 680
40 54 75 104 : : : :
....,....;-:..“.E‘,::..,‘S.%I-.l,..'..,..5.‘?,..!.,.-:..,....,....,"...,.. m/z 134.00 34.27%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR R A
6.20 6.40 6.60 6.80
78 m/z 68.10 29.86%
Tea
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 680
5000 67 m/z 66.00 17.48%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methyl-
132 6.20 6.40 6.60 6.80
m/z 96.00 12.31%
5000
77 104
39 ‘M 5768360 || 8793 | 115
m/z--> 30 40 50 6|0 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\
Data File : BF100150.D

Acq On : 3 Nov 2017 22:20

Operator : SJ/JU

Sample : 16294-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 Phenol, p-tert-butyl- Concentration Rank 9

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

8.63 2.29 ng 83194 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 96
2 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 93
3 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002 001450-72-2 64
4 ortho-Methoxyacetophenone 150 C9H1002 000579-74-8 59
5 Benzene, l-methoxy-4-(1-methylet... 150 C10H140 004132-48-3 58

Abundance Scan 1112 (8.627 min): BF100150.D (-1109) (-) m/z 135.10 100.00%
5000 107
95 150
41 o 65 7|7 | 119 | | 8.20 8.40 860 8.80 9.00
'WH“|““V“WL“W““|J“V“W'HJHHV'WV“ﬁ'HWH“v'HVHw m/z 107.10 36.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23712: Phenol, p-tert-butyl-
135
5000 I R A LN AR
107 8.20 8.40 860 8.80 9.00
a1 150 m/z 150.10 19.83%
65 77 95
15 27 “ 51 © | 87 | 119
miz> 16 20 % 40 % 60 70 80 90 100 110 120 130 140 150 "
Abundance
135
820 840 860 880 9.00
5000 m/z 95.00 15.04%
107 150
41 95
27 51 65 17 g 119
mewmmﬁmmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #24526: Ethanone, 1-(2-hydroxy-5-methylphenyl)- —1 7
135 8.20 8.40 860 8.80 9.00
m/z 136.10 10.41%
150
5000
3 77 107
15 27 163 | w1 \ 121
m/z--> 10 20 3'0 40 5'0 60 70 80 90 100 110 120 130 140 1&1;0 ' 8.0 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\
Data File : BF100150.D

Acq On : 3 Nov 2017 22:20

Operator : SJ/JU

Sample : 16294-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.81 2.14 ng 72120 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 15
5 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 11
Abundance Scan 1653 (11.810 min): BF100150.D (-1651) (-) m/z 73.00 100.00%
60 73
43

5000 129

-

11.40 11.60 11.80 12.00 12.20
m/z 60.00 85.81%

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 B oL o e e e
11. 40 11.60 11.80 12.00 12.20
‘\ Hu‘

m/z 43.00 80.47%
NI RS SR

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

213
143 157171 185 199

%

60 73

43 I o e e
11.40 11.60 11.80 12.00 12.20

5000 129 m/z 57.05 70.49%

29
87 115 171
101 143 157 185

214

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39470: n-Decanoic acid B B o A
60 73 11.40 11.60 11.80 12.00 12.20
m/z 41.10 63.97%

%

5000 129

e—- N
©

S— N

S =

115 172
L) M %91‘\\ 8157

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO 12 20

8270-BF102317.M Sat Nov 04 07:31:32 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\
Data File : BF100150.D

Acq On : 3 Nov 2017 22:20

Operator : SJ/JU

Sample : 16294-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 Phenol, 4,4"-(1-methylethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.77 28.92 ng 610346 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 96
2 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 50
3 1,4-Naphthalenedione, 2-(1-buten... 228 C14H1203 029366-43-6 47
4 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 40
5 2-Trifluoromethyl-5-hydroxyquino... 213 C10OH6F3NO 041958-06-9 40
Abundance Scan 1816 (12.768 min): BF100150.D (-1812) (-) m/z 213.10 100.00%
213
5000
39 65 77 91 107 135 165 197 12.40 12.60 12.80 13.00
...,....,.?.1.,.'...,..'..',...~.|i.... 152169 183197 | | | p/z 119.00  20.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 AR AR
12.40 12.60 12.80 13.00
119 228 m/z 214.10 15.82%
51 65 77 %1 107 | 135 152165
> % d 6 8 1% 130 1% 1% i 2% 3%
Abundance
213
12.40 12,60 12.80 13.00
5000 m/z 228.10 15.24%
185 228
273951 69 92 114 128147 157171 | 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84380: 1,4-Naphthalenedione, 2-(1-butenyl)-3-hydroxy- R L S EEARE R
213 12.40 12.60 12.80 13.00
199 m/z 91.00 9.23%
76 228
5000 39 o1 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12140 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\
Data File : BF100150.D

Acq On : 3 Nov 2017 22:20

Operator : SJ/JU

Sample : 16294-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 Carbonic acid, octadecyl 2,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.76  3.22ng 68050  Chrysene-d12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39CI1303 1000314-56-3 94
2 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91

3 Carbonic acid, pentadecyl 2,2,2-._.. 402 C18H33C1303 1000314-56-1 91
4 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 1-Octadecene 252 C18H36 000112-88-9 91
Abundance Scan 1985 (13.762 min): BF100150.D (-1981) (-) m/z 83.10 100.00%
97
57
43
5000 69 11
125 139152 213 A e
171 185197 245 13.40 13.60 13.80 14.00 |

m/z 97.10 86.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #225717: Carbonic acid, octadecyl 2,2,2-trichloroethyl ester

55 gg 83 97

43
111

5000

13.40 13.60 13.80 14.00
m/z 57.10 72.89%

125
29

139 154 168 1821
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance
43 57 60 83
L R e e e
97 13.40 13.60 13.80 14.00
5000 m/z 55.00 72.20%
29 111
125
139 153 168 196 241
BRI B e e e e e e S M BRREs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #212783: Carbonic acid, pentadecyl 2,2,2-trichloroethy! ester R e EEEmE
3 97 13.40 13.60 13.80 14.00
69 m/z 43.10 62.46%
s 111
5000 43
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\
Data File : BF100150.D

Acq On : 3 Nov 2017 22:20

Operator : SJ/JU

Sample : 16294-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 unknownl6.02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.02 4.11 ng 88613 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 47
2 _.beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 38
3 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 38
4 2,5,5,8a-Tetramethyl-4-methylene... 206 C14H220 093175-76-9 37
5 2,4,7-Pteridinetriamine, 6-methyl- 191 C7HON7 017539-50-3 30
Abundance Scan 2369 (16.021 min): BF100150.D (-2365) (-) m/z 191.15 100.00%
191
5000 95
123
ar st 4 g, 163 206221 15.80 16.00 16.20 16.40

m/z 177.10 42.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #190939: Anthracene, 9-dodecyltetradecahydro-

95 191

5000
15.80 16.00 16.20 16.40

m/z 95.10 38.65%

206221236 264280 303318
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
191
R e
15.80 16.00 16.20 16.40
5000/ 28 m/z 109.05 32.85%
43
o % 135 163
119 206
mﬁrwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe... N B B !
191 15.80 16.00 16.20 16.40
109 m/z 123.00 28.61%
5000 82
57 136
R 162
P”.Pu.ﬁMuPL.PH.P”WP”.W”.....”..”..”..”.P”..”.. R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 80 16. OO 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\
Data File : BF100150.D

Acq On : 3 Nov 2017 22:20

Operator : SJ/JU

Sample : 16294-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.25 3.19 ng 68697 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 53
2 Tetracosane 338 C24H50 000646-31-1 53
3 Pentacosane 352 C25H52 000629-99-2 53
4 Octacosane 394 C28H58 000630-02-4 53
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 53
Abundance Scan 2408 (16.250 min): BF100150.D (-2404) (-) m/z 57.05 100.00%
57
5000
113 151 R U SRR BN B
i “ | " 16.00 16.20 16.40 16.60
- N "'l . Y A R T WL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane
57
5000 LR BRI BRI UL B
16. oo 16 20 16. 40 16.60
m/z 85.10 47 .26%
26| WJ\\MJ “§9 211 253 300 351 407 446477 533 575 618
m/z--> 55 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
"' 16.00 16.20 16.40 16.60
5000 m/z 43.10 41 .65%
99
o6 141 183 995 267 38
m/z--> 55 160 1%0 200 250 300 350 400 4éo 560 séo 660
Abundance #185533: Pentacosane S RREmsma S
57 16.00 16.20 16.40 16.60
m/z 55.00 28.79%
5000

99
141
26| ||| 14 183 225 267 309 352

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 16. OO 16 20 16. 40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\
Data File : BF100150.D

Acq On : 3 Nov 2017 22:20

Operator : SJ/JU

Sample : 16294-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 1-Cyclohexene, 1,3,3-trimet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.43 3.61 ng 77905 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 50
2 _.beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 40
3 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 40
4 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 38
5 2-(2-((2-Chloro-6-fluorobenzyl)s... 334 C17H16CIFN2S 1000298-18-2 38
Abundance Scan 2439 (16.433 min): BF100150.D (-2434) (-) m/z 191.10 100.00%
191
5000 95
41 69 123 463 R U BN BN R
231 gy 327 397 16.20 16.40 16.60 16.80
m/z 95.00 39.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylout-1-en...
191
5000{ 43 R U BN BN
16.20 16.40 16.60 16.80
123 149 m/z 81.00 27.58%
— ‘.‘ |“.§‘.9H.‘ .Ml‘h. ‘.‘“.‘HH. \L Lo ‘ ‘. —— ——————
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
' 16.20 16.40 16,60 16.80
5000/ 28 m/z 109.00 26.33%
135 163
69 9
mz-> 50 100 150 200 250 300 350 400
Abundance #190939: Anthracene, 9-dodecyltetradecahydro- B REEREESEET
95 191 16.20 16.40 16.60 16.80
m/z 69.00 26.26%
43
5000 67
\ 135
e e oo 2t s
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110317\
Data File : BF100150.D

Acq On > 3 Nov 2017 22:20

Operator : SJ/JU

Sample : 16294-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 .99 5.0 ng 129334 1 6.77 515551 20.0
unknown6 .55 6.55 77.0 ng 1984160 1 6.77 515551 20.0
Phenol, p-tert-bu... 8.63 2.3 ng 83194 2 8.05 725679 20.0
n-Hexadecanoic acid 11.81 2.1 ng 72120 4 11.30 674123 20.0
Phenol, 4,4"-(1-m... 12.77 28.9 ng 610346 5 13.95 422131 20.0
Carbonic acid, oc... 13.76 3.2 ng 68050 5 13.95 422131 20.0
unknown16.02 16.02 4.1 ng 88613 6 15.41 431334 20.0
Tetratetracontane 16.25 3.2 ng 68697 6 15.41 431334 20.0
1-Cyclohexene, 1,... 16.43 3.6 ng 77905 6 15.41 431334 20.0
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