LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096440.D

Acq On 3 Jul 2017 14:46

Operator : SJ/MA

Sample - 13930-05 2X

Misc :

ALS Vial : 11 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-BF070117 .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 4.904 475 479 486 rBvY 253254 289473 15.28% 1.387%
2 5.328 547 551 555 rBV 1812290 1832359 96.75% 8.783%
3 6.357 721 726 729 rBV 2148828 1893930 100.00% 9.078%
4 6.492 744 749 752 rBV 1981230 1873874 98.94% 8.982%
5 6.722 784 788 791 rBV 1111663 877378 46.33% 4.205%
6 6.792 797 800 803 rBv 33610 28540 1.51% 0.137%
7 6.881 808 815 818 rBV 1523120 1368600 72.26% 6.560%
8 7.122 851 856 859 rBv4 24444 23906 1.26% 0.115%
9 7.281 876 883 886 rBV 1303566 1135154 59.94% 5.441%
10 7.333 890 892 895 rvv 29656 25939 1.37% 0.124%
11 7.375 895 899 904 rVB5 40012 50988 2.69% 0.244%
12 7.533 924 926 929 rVB3 32468 31217 1.65% 0.150%
13 7.651 944 946 950 rVvB3 38095 35397 1.87% 0.170%
14 7.698 950 954 957 rBV3 16417 23117 1.22% 0.111%
15 8.004 1002 1006 1009 rBV 1535155 1246324 65.81% 5.974%
16 8.080 1017 1019 1022 rVB 55800 44148 2.33% 0.212%
17 8.304 1050 1057 1060 rBV5 44460 76320 4_03% 0.366%
18 8.363 1065 1067 1069 rvB2 35399 25585 1.35% 0.123%
19 8.398 1069 1073 1078 rBV6 23433 35506 1.87% 0.170%
20 8.445 1078 1081 1085 rBvV 102792 120233 6.35% 0.576%
21 8.516 1090 1093 1096 rBv4 20773 22623 1.19% 0.108%
22 8.557 1096 1100 1104 rBV7 24798 42136 2.22% 0.202%
23 8.610 1106 1109 1111 rBV 48567 45355 2.39% 0.217%
24 8.710 1123 1126 1129 rVB3 40538 48299 2.55% 0.232%
25 8.892 1154 1157 1159 rBV2 37472 35406 1.87% 0.170%
26 8.922 1160 1162 1167 rVB4 32247 39716 2.10% 0.190%
27 9.039 1179 1182 1185 rVB 97367 82156 4._.34% 0.394%
28 9.080 1185 1189 1192 rBV 2013644 1662463 87.78% 7.968%
29 9.175 1201 1205 1209 rBV3 84485 89202 4.71% 0.428%
30 9.339 1230 1233 1236 rBV3 20702 26943 1.42% 0.129%
31 9.475 1253 1256 1258 rBVY 286642 240736 12.71% 1.154%
32 9.498 1258 1260 1262 rVB 91633 69287 3.66% 0.332%
33 9.704 1292 1295 1299 rVB 68055 58561 3.09% 0.281%

34 9.757 1299 1304 1307 rBV 1189615 1056580 55.79% 5.064%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096440.D

Acq On 3 Jul 2017 14:46

Operator : SJ/MA

Sample - 13930-05 2X

Misc :

ALS Vial : 11 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:\HPCHEM1I\BNA_F\METHODS\8270-BF070117 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.933 1331 1334 1337 rBv4 14296 24374 1.29% 0.117%
36 9.963 1337 1339 1342 rVB3 38586 33286 1.76% 0.160%
37 10.027 1347 1350 1354 rVB2 28435 31159 1.65% 0.149%
38 10.204 1377 1380 1383 rVB 58931 52676 2.78% 0.252%
39 10.422 1414 1417 1420 rBV 33473 36548 1.93% 0.175%
40 10.539 1433 1437 1440 rBVY 871707 798247 42.15% 3.826%
41 10.674 1457 1460 1466 rBV2 71376 93988 4._.96% 0.450%
42 11.121 1533 1536 1539 rBV3 40831 37505 1.98% 0.180%
43 11.233 1551 1555 1558 rBVY 967633 815521 43.06% 3.909%
44 11.257 1558 1559 1562 rVB 73909 40679 2.15% 0.195%
45 11.304 1562 1567 1572 rVB3 22752 27548 1.45% 0.132%
46 11.469 1592 1595 1598 rBV3 19330 21022 1.11% 0.101%
47 11.545 1605 1608 1614 rVB2 21929 27641 1.46% 0.132%
48 11.768 1643 1646 1649 rBV3 58391 64586 3.41% 0.310%
49 11.798 1649 1651 1656 rVB4 24189 25858 1.37% 0.124%
50 12.286 1731 1734 1737 rBV4 20925 23455 1.24% 0.112%
51 12.439 1758 1760 1765 rVB 74290 65079 3.44% 0.312%
52 12.557 1777 1780 1784 rBV5 26766 24624 1.30% 0.118%
53 12.645 1791 1795 1796 rBV2 41907 42110 2.22% 0.202%
54 12.668 1796 1799 1802 rVB 54502 53646 2.83% 0.257%
55 12.815 1820 1824 1828 rBV 1044995 913530 48.23% 4_379%
56 12.851 1828 1830 1833 rVB 34884 26966 1.42% 0.129%
57 13.221 1891 1893 1899 rBV7 13540 32134 1.70% 0.154%
58 13.304 1904 1907 1913 rVV 128090 123156 6.50% 0.590%
59 13.368 1915 1918 1922 rVV2 57874 65936 3.48% 0.316%
60 13.404 1922 1924 1928 rVB4 27374 31637 1.67% 0.152%

61 13.721 1975 1978 1986 rVB 132819 149093 7.87% 0.715%
62 13.862 1998 2002 2005 rBV 887468 826330 43.63% 3.961%
63 14.051 2032 2034 2036 rBV2 30705 25950 1.37% 0.124%
64 15.274 2235 2242 2246 rBV 512589 694687 36.68% 3.330%
65 15.421 2265 2267 2274 rVB3 104172 134215 7.09% 0.643%

66 15.956 2354 2358 2366 rVB 191414 362245 19.13% 1.736%
67 16.362 2423 2427 2435 rVB2 319484 580208 30.64% 2.781%

Sum of corrected areas: 20863090
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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:\HPCHEMI\BNA_F\DATA\BFO070317\

BF096440.D

3 Jul 2017 14:46

SJ/MA

13930-05 2X

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096440.D

Acq On 3 Jul 2017 14:46

Operator : SJ/MA

Sample - 13930-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 5

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

4.90 6.60 ng 289473 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9
5 Allyl acetate 100 C5H802 000591-87-7 9

Abundance Scan 478 (4.898 min): BF096440.D (-475) (-) m/z 43.00 100.00%
43
5000 59
| o i 460 480 500 520
SRRDEESENESESESSSESMESSMRMIS 1 OSSR 14N MRS MM m/z 59.00 50.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN LR L A
59 460 4.80 5.00 5.20
m/z 58.00 14.01%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
460 480 500 520
5000 m/z 101.00 13.67%
58
15 27 37 72 100
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime L e a ma
43 4.60 4.80 5.00 5.20
m/z 41.00 9._55%
5000
101
15 253137 || 51 %8 9 86
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 : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096440.D

Acq On 3 Jul 2017 14:46

Operator : SJ/MA

Sample - 13930-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 unknown6.49 Concentration Rank 1

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

6.49 42.72 ng 1873870 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 749 (6.492 min): BF096440.D (-744) (-) m/z 132.00 100.00%
132
5000 o8
40 96 PUSARBE SRS SARBERARE
54 -8 06 6.20 6.40 6.60 6.80
e B m/z 68.10 36.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 LS A L R
6.20 6.40 6.60 6.80
m/z 134.00 33.64%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80
5000 gg 116 m/z 66.00 23.84%
158 189
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole A R e
132 6.20 6.40 6.60 6.80
m/z 69.10 14.21%
5000
104
66
14 27 30 51 87T g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096440.D

Acq On 3 Jul 2017 14:46

Operator : SJ/MA

Sample - 13930-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.67 2.30 ng 93988 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Dodecane 170 C12H26 000112-40-3 58
3 1-lodo-2-methylundecane 296 C12H251 073105-67-6 58
4 Pentadecane 212 C15H32 000629-62-9 53
5 Hexadecane 226 C16H34 000544-76-3 53
Abundance Scan 1459 (10.669 min): BF096440.D (-1457) (-) m/z 57.10 100.00%
57
5000
4 85
i 110127 153169184 10.40 10.60 10.80 11.00
rrrprrrr il m/z 43.00 77.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48832: Tridecane
57
, /
5000 L B BULILN BRI UL
85 mmmmmmnm
m/z 71.05 45_.12%
15 \‘\ || 12127 15 e
m/z--> 25 45 eb éo 160 150 150 1éo 180 200 250 210 2éo 2éo '
Abundance
43
- 10.40 10.60 10.80 11.00
5000 m/z 85.05 34.41%
27

98 113 141 170
mmwwmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #140553: 1-lodo-2-methylundecane e ma S
57 10.40 10.60 10.80 11.00
m/z 41.00 33.96%
5000 4
85
I O T O SN - N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096440.D

Acq On 3 Jul 2017 14:46

Operator : SJ/MA

Sample - 13930-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 9-Octadecenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.30 2.98 ng 123156 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO0 000301-02-0 93
2 Hexadecanamide 255 C16H33NO 000629-54-9 78
3 Tetradecanamide 227 C14H29NO 000638-58-4 64
4 Dodecanamide 199 C12H25N0 001120-16-7 59
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 56
Abundance Scan 1906 (13.298 min): BF096440.D (-1904) (-) m/z 59.00 100.00%
99
5000
83 1300 13,20 13.40 1360
8 115 141 164 180 197 218 13.00 13.20 13.40 13.60
...,....'J!..' Ll T i O e 2 | m/z 71.95 53.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 RN RN RAEEN RARE

13.00 13.20 13.40 13.60
m/z 41.00 34.41%

2 81
98 112126140154 170184108 221 238 264 281
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
M.
13.00 13.20 13.40 13.60
5000 m/z 43.00 30.95%
43
29 86 100114128142156170184198212226240 255
mmmwwmmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83609: Tetradecanamide R R R
59 13.00 13.20 13.40 13.60
m/z 55.00 25.14%
5000
43
SRS N Y N S A s . N —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 1320 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096440.D

Acq On 3 Jul 2017 14:46

Operator : SJ/MA

Sample - 13930-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.72 3.61 ng 149093 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 1-Eicosanol 298 C20H420 000629-96-9 90
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 87

Abundance Scan 1978 (13.721 min): BF096440.D (-1975) (-) m/z 57.05 100.00%

o7

83

5000

13.40 13.60 13.80 14.00
m/z 55.00 92.12%

126 148 170 190 216 237

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

5000 LA L L L L L L L BB
13.40 13.60 13.80 14.00
m/z 43.00 88.41%
29 139
I 167182 210 238 266 294
T
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
L
13.40 13.60 13.80 14.00
5000 11 m/z 83.05 75.85%
29 139

167182 210 238 264280 308

mmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene e AREEEEEaSEE
13.40 13.60 13.80 14.00

m/z 97.10 71.19%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096440.D

Acq On 3 Jul 2017 14:46

Operator : SJ/MA

Sample - 13930-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 unknownl5.42 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.42 3.86 ng 134215 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amiphenazole 191 C9HON3S 000490-55-1 35
2 Thiazole, 2-amino-4-(p-aminophen... 191 C9H9N3S 003673-53-8 35
3 N-[[2-Ox0-1,2"-bi(tricyclo[3.3.1... 355 C23H33N0O2 1000305-39-6 27
4 Isophthalic acid, 3-methylbut-2-... 276 C16H2004 1000343-93-3 27
5 Isophthalic acid, hex-4-yn-3-yl ... 288 C17H2004 1000343-83-8 27
Abundance Scan 2267 (15.421 min): BF096440.D (-2265) (-) m/z 191.20 100.00%
191
95
5000] 55 149
123 e
7 217 245 273293 331 355 3g4 15.20 15.40 15.60 15.80
m/z 95.10 72.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #54042: Amiphenazole
191
5000 121 LI IS UL SULUL I
1520 15.40 15.60 15.80
a3 77 149 m/z 81.10 53.24%
||‘hi‘i”‘i‘“:‘:g‘sl“u“u“u|“‘iel+6u8|“ ———r T .
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
o ' 15.20 15.40 15.60 15.80
5000 m/z 149.10 49 _.48%
104
51 77
123
m/z--> ' '50 100 150 200 250 300 350 400
Abundance #187429: N-[[2-Ox0-1,2"-bi(tricyclo[3.3.1.1[3,7]]decan)-4"... RS EmmEs o L
191 15.20 15.40 15.60 15.80
m/z 109.10 48.40%
5000 29
148
43 121 ‘\ 355
--‘IF‘*‘J ” h L e N —
m/z--> 50 200 250 300 350 400 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096440.D

Acq On 3 Jul 2017 14:46

Operator : SJ/MA

Sample - 13930-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 unknownl5.96 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.96 10.43 ng 362245 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 27
2 4-Fluoro-2-trifluoromethylbenzoi... 352 C14H6CI2F402 1000357-67-0 27
3 4-Fluoro-2-trifluoromethylbenzoi... 266 C11H10F403 1000343-76-5 27

4 5-Fluoro-2-trifluoromethylbenzoi... 318 C14H7CIF402 1000357-63-1 27
5 5-Fluoro-2-trifluoromethylbenzoi... 332 C15H9CIF402 1000331-60-7 27

Abundance Scan 2359 (15.962 min): BF096440.D (-2354) (-) m/z 191.15 100.00%
191
5000
217 248270291 323 355 383 15.60 15.80 16.00 16.20
m/z 177.20 56.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66116: Phenol, 2,6-bis(1,1-dimethylethyl)-
191
5000 LA L L L L L L
15.60 15.80 16.00 16.20
57 131 m/z 95.05 45 _.57%
29 91 1?3
! | P Lol m !
e L A e o e L o o e e L L I L
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
R e S EEEE
15.60 15.80 16.00 16.20
5000 m/z 81.00 43.05%
163
63 94113 143 333352
— T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #115023: 4-Fluoro-2-trifluoromethylbenzoic acid, 2-methoxy... R AR EEEEE T
191 15.60 15.80 16.00 16.20
m/z 69.10 36.65%
5000 58
163
29 \ 94113 143 235
— T T T T T T T T T R e S EEEE
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096440.D

Acq On 3 Jul 2017 14:46

Operator : SJ/MA

Sample - 13930-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 _beta.-iso-Methyl ionone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.36 16.70 ng 580208 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 50
2 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 38
3 Silane, 1,3-decadiynyltrimethyl- 206 C13H22Si 084751-17-7 38
4 Isoquinoline, 1,2,3,4-tetrahydro... 283 C18H21NO2 036646-87-4 37
5 3-Indolethanamine, N-acetyl-5-fl... 250 C13H15FN202 1000116-27-1 37
Abundance Scan 2427 (16.362 min): BF096440.D (-2423) (-) m/z 191.20 100.00%
191
5000
s %
41 123 = 163 UNNUNSUR R SRR
397 16.00 16.20 16.40 16.60
4 217 250 284305327 369 n/7 95 10 38 09
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191
5000] 28 UM LR RN SR
16.00 16.20 16.40 16.60
g5 135 163 m/z 81.05 31.21%
69
||‘||‘|||“|“|J“:“:‘i:‘:‘:‘||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
16.00 16.20 1640 16.60
5000 m/z 69.05 29.79%
43 6 91 123 149
mz-> 50 100 150 200 250 300 350 400
Abundance #66071: Silane, 1,3-decadiynyltrimethyl- R AR EEEEE T
191 16.00 16.20 16.40 16.60
m/z 123.10 24 _07%
5000 73
43
133
ZZ\AJIL‘J l\L ‘,1.6?.'. T SN
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096440.D

Acq On 3 Jul 2017 14:46

Operator : SJ/MA

Sample - 13930-05 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.90 6.6 ng 289473 1 6.72 877378 20.0
unknown6 .49 6.49 42.7 ng 1873870 1 6.72 877378 20.0
Tridecane 10.67 2.3 ng 93988 4 11.23 815521 20.0
9-Octadecenamide, ... 13.30 3.0 ng 123156 5 13.86 826330 20.0
1-Heneicosanol 13.72 3.6 ng 149093 5 13.86 826330 20.0
unknownl15.42 15.42 3.9 ng 134215 6 15.27 694687 20.0
unknownl15.96 15.96 10.4 ng 362245 6 15.27 694687 20.0
-beta.-iso-Methyl... 16.36 16.7 ng 580208 6 15.27 694687 20.0
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