LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095284.D

Acq On : 20 May 2017 2:28

Operator : SJ/MA

Sample - 13189-06

Misc :

ALS Vial : 20 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:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 3.478 253 262 271 rBV 21836 62328 2.81% 0.294%
2 5.119 537 541 561 rBv2 118250 315662 14.24% 1.491%
3 5.731 641 645 675 rBY 810010 1913759 86.34% 9.040%
4 7.301 908 912 929 rBV 1070147 1856922 83.78% 8.771%
5 7.425 929 933 945 rVB 1431692 2216496 100.00% 10.470%
6 7.760 986 990 1008 rVB 444614 566225 25.55% 2.675%
7 7.995 1026 1030 1048 rBV 1267154 1644301 74.18% 7.767%
8 8.660 1139 1143 1162 rBVY 671809 1108524 50.01% 5.236%
9 9.783 1329 1334 1353 rBVY 413225 691006 31.18% 3.264%
10 11.548 1629 1634 1655 rBV 1476687 2129957 96.10% 10.061%

11 12.248 1749 1753 1768 rBV 218575 344582 15.55% 1.628%
12 12.613 1810 1815 1821 rBV2 466515 694327 31.33% 3.280%

13 12.666 1821 1824 1831 rVB 53618 75372 3.40% 0.356%
14 13.448 1953 1957 1961 rBV2 37434 44964 2.03% 0.212%
15 13.518 1964 1969 1977 rBV 35997 52690 2.38% 0.249%
16 13.807 2011 2018 2022 rBvV4 14259 26410 1.19% 0.125%
17 13.907 2031 2035 2055 rBV 599775 1032366 46.58% 4._.877%
18 14.218 2084 2088 2091 rBV 37790 48528 2.19% 0.229%
19 14.948 2208 2212 2217 rBV 36395 43161 1.95% 0.204%

20 15.012 2217 2223 2227 rVV 439562 606341 27.36% 2.864%

21 15.054 2227 2230 2241 rVV 365575 528641 23.85% 2.497%
22 15.142 2241 2245 2256 rVB 85682 138657 6.26% 0.655%

23 15.448 2293 2297 2304 rVB2 21162 36206 1.63% 0.171%
24 15.607 2320 2324 2328 rBV 25146 28083 1.27% 0.133%
25 15.807 2354 2358 2361 rBV 18549 22993 1.04% 0.109%
26 15.848 2361 2365 2371 rVB 26664 37061 1.67% 0.175%
27 15.971 2383 2386 2395 rVB4 56849 105386 4._75% 0.498%
28 16.242 2429 2432 2441 rVB 16864 24944 1.13% 0.118%
29 16.748 2514 2518 2522 rVB 23225 25134 1.13% 0.119%

30 16.795 2522 2526 2537 rVB 372849 469446 21.18% 2.218%

31 17.101 2573 2578 2584 rBV 334887 432275 19.50% 2.042%
32 17.248 2600 2603 2607 rVB2 24275 23197 1.05% 0.110%
33 17.295 2607 2611 2613 rBV 21227 25211 1.14% 0.119%
34 17.330 2613 2617 2626 rVV 1158491 1314491 59.30% 6.209%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095284.D

Acq On : 20 May 2017 2:28

Operator : SJ/MA

Sample - 13189-06

Misc :

ALS Vial : 20 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:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.565 2653 2657 2663 rVB 48078 62496 2.82% 0.295%
36 17.648 2666 2671 2676 rBV 40757 53214 2.40% 0.251%
37 17.718 2676 2683 2685 rBV3 42346 71282 3.22% 0.337%
38 18.230 2762 2770 2771 rBV6 15772 32690 1.47% 0.154%
39 18.395 2796 2798 2802 rVVv2 26278 33214 1.50% 0.157%
40 18.430 2802 2804 2808 rVvVv 20800 33292 1.50% 0.157%
41 18.471 2808 2811 2816 rVB3 29871 42188 1.90% 0.199%

42 18.577 2825 2829 2838 rBV6 48039 105950 4.78% 0.500%
43 18.689 2842 2848 2851 rBV2 460055 709567 32.01% 3.352%
44 18.724 2851 2854 2865 rVB2 126983 241151 10.88% 1.139%

45 18.818 2866 2870 2875 rBV3 44346 65194 2.94% 0.308%
46 18.983 2894 2898 2902 rVB4 46256 61190 2.76% 0.289%
47 19.959 3061 3064 3071 rBV 103103 199754 9.01% 0.944%
48 20.312 3121 3124 3129 rBV 69496 76095 3.43% 0.359%

49 20.365 3129 3133 3141 rVB 287183 388455 17.53% 1.835%
50 20.824 3208 3211 3217 rVB3 76476 101075 4_56% 0.477%

51 20.953 3230 3233 3240 rVB2 105409 162859 7.35% 0.769%
52 23.841 3719 3724 3725 rBV4 28399 44740 2.02% 0.211%

Sum of corrected areas: 21170052
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095284.D

Acq On : 20 May 2017 2:28

Operator : SJ/MA

Sample - 13189-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF095284.D

1400000
8.00

1200000
7.3

1000000

800000 513

8.66
600000
7.76
400000

200000 5.12

3.48

e S s N S o e

T T T T T N i
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF095284.D

1400000 11,55

I
8.00

I
8.50 9.00

1200000
1000000

800000

600000 1391

12.61
15.01

9.78

400000 15.05 16

12.25
200000

14
.67 133521344 14.22 14, 15,15,@@%91%4 16
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]
Time-->  9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF095284.D

1400000

1200000 17.33
1000000
800000
600000 18.69 20.37
400000

200000

O A e e T

Time--> 17.00 17.50 18.00  18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095284.D

Acq On : 20 May 2017 2:28

Operator : SJ/MA

Sample - 13189-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 11.15 ng 315662 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 541 (5.119 min): BF095284.D (-537) (-) m/z 43.00 100.00%

43
59
5000

101 R e
51 | a3 480 5.00 520 5.40

"'I'"'I'"'I""IIII'"I"I'I'"'I'"'I""I"':I|""I""I""I""I""I m/z 59.10 61.04%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43

5000 59 ||||||||IIII|IIII|IIII|
4.80 5.00 5.20 5.40

m/z 101.10 20.21%

101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance
59

4.80 5.00 5.20 5.40

5000 a1 m/z 58.00 16.33%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl-
43 4.80 5.00 5.20 5.40

m/z 41.10 9.58%

5000
15 - 101
27 56 ‘
Ly Ll | 86 |
...|....|....|....|....|....|....|....|....|....|....|....|....|....|....|

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095284.D

Acq On : 20 May 2017 2:28

Operator : SJ/MA

Sample - 13189-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 3 unknown7.42 Concentration Rank 1

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

7.42 78.29 ng 2216500 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 932 (7.419 min): BF095284.D (-929) (-) m/z 132.00 100.00%
132
5000 68 ﬁ\
96 8 750 Ta0 780 RO
40 54 J 700 7.20 7.40 7.60 7.80
ST || grer e N m/z 68.05 38.40%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR LA I LI
7.00 7.20 7.40 7.60 7.80
21 51 78 m/z 134.00 30.93%

Abundance

S T N O N | A | S
m/z--> 40 60 80 100 120 140 160 180
132

7.00 7.20 7.40 7.60 7.80

5000 67 m/z 66.00 23.01%
41 53 97 117
79
88 | 106
e I e I e I i o o O o B B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 7.00 7.20 7.40 7.60 7.80

m/z 69.10 15.19%

74
. el ML
o .NM 8 pm97.kk,..“ 158 189

m/z--> 40 60 80 100 120 140 160 180 7. OO 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095284.D

Acq On : 20 May 2017 2:28

Operator : SJ/MA

Sample - 13189-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 6 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.97 3.48 ng 105386 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Undecanoic acid 186 C11H2202 000112-37-8 47
Abundance Scan 2386 (15.971 min): BF095284.D (-2383) (-) m/z 73.00 100.00%
73
43 90
5000 129
97 115 149 213
||J‘ 171185, o9 256 15.60 15.80 16.00 16.20

A m/z 60.00 81.09%

1
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

15.60 15.80 16.00 16.20

m/z 43.05 75.00%
“\ il u‘ h“
[rrrrprrrrprreT

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

213
143 157171 185 199

Abundance
43 60 73
T
15.60 15.80 16.00 16.20
5000 g 129 m/z 56.95 71.06%
87 242
143 199
115 185
101 157171 213
A B B A BARaE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid B e e e
60 73 15.60 15.80 16.00 16.20
43 m/z 41.00 59.61%
5000 129
185 228
‘ ‘ ﬁ7 }01115 143157171 ‘ 199
\ m 1 Y | 213

m/z--> 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16. OO 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095284.D

Acq On : 20 May 2017 2:28

Operator : SJ/MA

Sample - 13189-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 7 9-Phenyl-5H-benzocycloheptene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.72 2.01 ng 71282 Chrysene-di12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Phenyl-5H-benzocycloheptene 218 C17H14 138089-71-1 55
2 7b-Phenyl-2a,7b-dihydro-3H-cyclo... 218 C17H14 138089-70-0 55
31,2,3,4-Tetrahydro-1-phenyl-1,2,._.. 218 C17H14 138089-69-7 55
4 Heptadecane 240 C17H36 000629-78-7 38
5 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 18
Abundance Scan 2683 (17.718 min): BF095284.D (-2676) (-) m/z 57.05 100.00%
g7 218

43 71

5000
232

99 113

17.40 17.60 17.80 18.00
m/z 218.10 91.02%

125137 155 17544

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75988: 9-Phenyl-5H-benzocycloheptene

218

5000 202

17.40 17.60 17.80 18.00
95 108 m/z 71.05 77 .93%

27395163 83 ||| | 126 ‘\ 153165177 \ l l

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

218

203 17.40 17.60 17.80 18.00
5000 m/z 43.00 75.25%

95 108 189
63 141
27 39 51 77 126 177

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #76000: 1,2,3,4-Tetrahydro-1-phenyl-1,2,3-methanonaphthalene I R e RERaEEa

218 17.40 17.60 17.80 18.00
m/z 217.10 58.40%
202
5000
27 189
Hoss s \w...\. wo T syl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095284.D

Acq On : 20 May 2017 2:28

Operator : SJ/MA

Sample - 13189-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 8 1-Dodecanol, 2-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.58 2.99 ng 105950 Chrysene-d12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 58
2 Thieno[2,3-d]-1,3-thiaselenol-2-.._. 238 C5H2S3Se 081803-09-0 56
3 Oxalic acid, 6-ethyloct-3-yl eth... 258 C14H2604 1000309-33-9 52
4 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 47
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 46
Abundance Scan 2830 (18.583 min): BF095284.D (-2825) (-) m/z 43.05 100.00%

7 71

5000

18.20 18.40 18.60 18.80 19.00
m/z 57.05 90.21%

197

1125 151167

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanol, 2-octyl-
57

43 71

18.20 18.40 18.60 18.80 19.00
m/z 71.10 86.71%

5000

140154168182196210

238252266280 297

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance

69
.
45 238 18.20 18.40 18.60 18.80 19.00
5000 we m/z 83.10 65.19%
a8 194
136

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

Abundance #108899: Oxalic acid, 6-ethyloct-3-yl ethyl ester A EEaEE B
43 57 18.20 18.40 18.60 18.80 19.00
71 85 m/z 85.05 56.50%
29
5000
111
141

AT T e = -
P e e e e e e R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18 20 18 40 18. 60 18 80 19. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095284.D

Acq On : 20 May 2017 2:28

Operator : SJ/MA

Sample - 13189-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 9 unknown20.82 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.82 5.20 ng 101075 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 1-iodo- 296 C12H25l1 004292-19-7 38
2 Decane, 3-methyl- 156 Cl11H24 013151-34-3 38
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 38
4 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 38
5 Tetradecane 198 C14H30 000629-59-4 35

Abundance Scan 3210 (20.818 min): BF095284.D (-3208) (-) m/z 57.10 100.00%

57
5000

20.60 20.80 21.00 21.20
m/z 71.10 59.28%

252 287 317 360 385

155175 203

m/z--> 50 100 150 200 250 300 350 400
Abundance #140552: Dodecane, 1-iodo-
57
5000 85 R o B
20.60 20.80 21.00 21.20
20 \ m/z 43.10 43.42%
113 155
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R o e A
20.60 20.80 21.00 21.20
5000 85 m/z 85.10 42 .84%
29
126
156
T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #71409: Dodecane, 2,6,10-trimethyl- R B R ARama
57 20.60 20.80 21.00 21.20
m/z 231.15 33.82%
5000
85
127
B N B L~ecoceihdinsned
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095284.D

Acq On : 20 May 2017 2:28

Operator : SJ/MA

Sample - 13189-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 10 28-Nor-17.alpha.(H)-hopane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.95 8.38 ng 162859 Perylene-d12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 68
2 28-Nor-17_.beta. (H)-hopane 398 C29H50 036728-72-0 64
3 3-Fluoro-5-trifluoromethylbenzoi... 352 C14H6CI2F402 1000357-96-2 38
4 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 37
5 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 37
Abundance Scan 3232 (20.947 min): BF095284.D (-3230) (-) m/z 191.15 100.00%
191
231
5000 81
a 123
163 L ——
262 298317 20.60 20.80 21.00 21.20
m/z 231.20 48_.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191
5000 09 20.60 20,80 21.00 21.20
217 m/z 81.10 44 _03%
e T i
1l | TR Y Y T A [
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
20.60 20,80 21.00 21.20
5000 m/z 177.15 40.08%
109 .
17 398
163 260 308 355
m/z--> 50 100 150 200 250 300 350 400
Abundance #184853: 3-Fluoro-5-trifluoromethylbenzoic acid, 3,4-dichl... L B o
191 20.60 20.80 21.00 21.20
m/z 123.10 38.29%
5000
163
63 94113 143 | 3333?2
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095284.D

Acq On : 20 May 2017 2:28

Operator : SJ/MA

Sample - 13189-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 11 unknown23.84 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.84 2.30 ng 44740 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ditert.-butylphosphinacrylonitryl 197 C11H20NP 077376-95-5 18
2 Pentadecane 212 C15H32 000629-62-9 18
3 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 18
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 18
5 Sulfurous acid, pentyl tetradecy... 348 C19H4003S 1000309-14-7 14
Abundance Scan 3724 (23.841 min): BF095284.D (-3719) (-) m/z 57.05 100.00%
5000 85
207
107 a4 229249269 409 LU SUREULE UL UL
| |“ I 23.60 23.80 24.00
b w7z 71.10  72.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58794: Ditert.-butylphosphinacrylonitryl
57
85
5000 141 2360 23.80 24.00
29 m/z 69.10 51.43%
...,....,1%1...,...1.9,7.... —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
2360 2380 24.00
5000 o m/z 85.05 46.70%
29
113 141 168 212
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro- B e
57 23.60 23.80 24.00
m/z 55.00 45.13%
5000 85
29 113
| 1 JLU‘H‘J}41161183 211231253273 301323343 371394414
rrrrrrrrTrTrT T e T e T T T e T T T T T TrTrprrrT T r T T orTg

I I T
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095284.D

Acq On : 20 May 2017 2:28

Operator : SJ/MA

Sample - 13189-06

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.12 11.2 ng 315662 1 7.76 566225 20.0
unknown? .42 7.42 78.3 ng 2216500 1 7.76 566225 20.0
n-Hexadecanoic acid 15.97 3.5 ng 105386 4 15.02 606341 20.0
9-Phenyl-5H-benzo... 17.72 2.0 ng 71282 5 18.69 709567 20.0
1-Dodecanol, 2-oc... 18.58 3.0 ng 105950 5 18.69 709567 20.0
unknown20.82 20.82 5.2 ng 101075 6 20.37 388455 20.0
28-Nor-17.alpha.(... 20.95 8.4 ng 162859 6 20.37 388455 20.0
unknown23.84 23.84 2.3 ng 44740 6 20.37 388455 20.0
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