LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

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-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 5.037 521 527 541 rBvVY 280188 563890 20.88% 1.768%
2 5.672 630 635 663 rBvY 1717209 2542444 94 _.15% 7.971%
3 6.242 722 732 740 rBV2 22108 40564 1.50% 0.127%
4 7.266 900 906 921 rBV 1750733 2495311 92.40% 7.824%
5 7.383 921 926 939 rVB 2114390 2700499 100.00% 8.467%
6 7.719 979 983 994 rVB 405319 483102 17.89% 1.515%
7 7.960 1019 1024 1036 rBV 1746865 1993185 73.81% 6.249%
8 8.619 1130 1136 1150 rBV 1263092 1591542 58.94%  4.990%
9 9.742 1322 1327 1341 rBV 506263 638054 23.63% 2.001%
10 11.513 1623 1628 1641 rBV 2125165 2680176 99.25% 8.403%

11 12.207 1741 1746 1755 rBV 273793 337226 12.49% 1.057%
12 12.571 1803 1808 1820 rBV2 547850 743805 27 .54% 2.332%

13 13.418 1946 1952 1957 rBV2 22169 27088 1.00% 0.085%
14 13.865 2022 2028 2040 rBV 1239569 1644981 60.91% 5.158%
15 14.189 2078 2083 2086 rBV 29345 34254 1.27% 0.107%
16 14.971 2211 2216 2227 rVB 562547 739625 27 .39% 2.319%
17 15.583 2316 2320 2327 rVB 24609 30738 1.14% 0.096%
18 15.936 2375 2380 2388 rBV2 165561 217149 8.04% 0.681%
19 17.024 2561 2565 2574 rBV3 34036 50118 1.86% 0.157%

20 17.295 2606 2611 2615 rBV 2076742 2415561 89.45% 7.574%

21 17.689 2670 2678 2682 rBV3 25493 56318 2.09% 0.177%
22 18.542 2816 2823 2835 rBV2 219505 512285 18.97% 1.606%
23 18.630 2835 2838 2846 rVvVv 592133 746866 27 .66% 2.342%

24 18.700 2846 2850 2855 rVB 31375 39778 1.47% 0.125%
25 18.953 2888 2893 2895 rBv4 17221 27868 1.03% 0.087%
26 19.353 2951 2961 2967 rBV4 135157 365927 13.55% 1.147%
27 19.394 2967 2968 2972 rVB2 44801 40813 1.51% 0.128%
28 19.600 2999 3003 3008 rBV6 19324 36271 1.34% 0.114%
29 19.771 3028 3032 3036 rVvVv 141265 149057 5.52% 0.467%
30 19.853 3039 3046 3053 rVBS8 19767 33403 1.24% 0.105%
31 20.053 3076 3080 3083 rBvV 76625 85313 3.16% 0.267%
32 20.094 3083 3087 3089 rvv2 55365 78454 2.91% 0.246%

33 20.130 3089 3093 3098 rVB 223884 239336 8.86% 0.750%
34 20.300 3117 3122 3130 rBV 427897 537234 19.89% 1.684%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

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-BF050217 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 20.400 3136 3139 3144 rVB5 20176 34442 1.28% 0.108%
36 20.483 3144 3153 3156 rBV2 38383 66134 2.45% 0.207%

37 20.665 3180 3184 3194 rVB 70648 113705 4.21% 0.357%
38 20.771 3197 3202 3206 rVV2 166881 268108 9.93% 0.841%
39 20.824 3206 3211 3216 rVV 1035518 1490649 55.20% 4.674%
40 20.877 3216 3220 3230 rVV5 235254 592413 21.94% 1.857%

41 20.988 3234 3239 3241 rVV 66377 119216 4.41% 0.374%
42 21.035 3243 3247 3252 rVV2 189255 312244 11.56% 0.979%
43 21.088 3253 3256 3266 rVB7 42789 100352 3.72% 0.315%
44 21.324 3291 3296 3301 rVB2 42897 73386 2.72% 0.230%
45 21.494 3319 3325 3330 rBVY 334823 574702 21.28% 1.802%

46 21.553 3330 3335 3342 rVVv 606593 996271 36.89% 3.124%
47 21.630 3345 3348 3357 rVB9 20580 42739 1.58% 0.134%
48 21.824 3374 3381 3391 rVB5 75838 171967 6.37% 0.539%
49 22.106 3420 3429 3437 rBV3 413762 847591 31.39% 2.658%
50 22.324 3459 3466 3479 rBV3 206111 609358 22.56% 1.911%

51 22.488 3489 3494 3504 rVB3 103630 272057 10.07% 0.853%
52 22.765 3538 3541 3553 rVB3 17563 50976 1.89% 0.160%
53 23.624 3678 3687 3693 rBV6 75011 239736 8.88% 0.752%

Sum of corrected areas: 31894281
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094883.D

2000000
5.67 7.2 7.96

1500000
8.62

1000000

500000 7.72
5.04

6.24

S o S EMINESIEEINESEMES UMMM L S A S SAS

T T T T T T T T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF094883.D

2000000 14551

T
7.50

|
8.00

T
8.50 9.00

1500000
13.87

1000000

12.57 14.97
500000 9.74

12.21
15.94

13.42 14.19 15.58

0 L e e e e L B e o e e B e L o e o s e o e e e B B L e e s e s ey s e s s s s B L o e

]
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: BF094883.D

2000000 1n29

1500000

20.82
1000000

18.63
500000
18.

17.02J | 17.69 .7018.95

O e L e A o e e o e L B e B B e i A e e L A e o e e L B B e

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\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 6

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

5.04 23.34 ng 563890 1,4-Dichlorobenzene-d4 7.72
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 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 9

Abundance Scan 528 (5.042 min): BF094883.D (-521) (-) m/z 43.00 100.00%
43
59
5000
i ik 50 550 540
83 : : : :
o...,....,....,....','::..?.1.:!,....,....,.-...,....-,|....,....,....,....,...., m/z 59.10 59.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- /k
43
5000 R LS UL L I
59 480 500 520 5.40
m/z 101.00 21.84%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.00 15.73%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one e N A REa
43 4.80 5.00 5.20 5.40
m/z 41.10 8.39%
5000 /k
55
b Tl | es7 8 o8 )
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 unknown7.38 Concentration Rank 1

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

7.38 111.80 ng 2700500 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 925 (7.378 min): BF094883.D (-921) (-) m/z 131.95 100.00%
5000 68
40 , 54 75 % 104 7.00 7.20 7.40 7.60 7.80
o S 0l A T i LS | m/z 68.05 38.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 S UL I R
7.00 7.20 7.40 7.60 7.80
2 78 m/z 134.00 31.70%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 67 m/z 66.00 23.89%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole L L AL BLEL A B B
132 7.00 7.20 7.40 7.60 7.80
m/z 69.05 15.36%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
s B % & B & o b % 1% 10 13 1 14 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.94 5.87 ng 217149 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2381 (15.942 min): BF094883.D (-2375) (-) m/z 73.00 100.00%
43 g0 &
5000 129
97 149 213 I .~ .
15 171185199 | 5p7 256 1560 15.80 16.00 16.20
0 m/z 43.05 80.54Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 DRSS AR
mmmmmmmm
m/z 60.00 77 .55%

213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43

15.60 15.80 16.00 16.20

5000 o 129 m/z 57.05 65.93%
87 15 oh 214
101 143157 = 185
O e T T T T T T T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 15.60 15.80 16.00 16.20

m/z 41.10 64 .31%

5000 129

ol15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20

199
143 157171185 242
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 1-Heneicosanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.54 13.72 ng 512285 Chrysene-d12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
Abundance Scan 2823 (18.542 min): BF094883.D (-2816) (-) m/z 57.05 100.00%
ST
5000 111
139 167 18.20 18.40 18.60 18.80
ol |4 AR 2 | "W/3 43.05  83.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
.
5000 UM UL RN SRS
18.20 18.40 18.60 18.80
m/z 83.10 78.96%
29 \ H 139
0 \“ \‘\ \‘ ‘ \H\ ‘ J h 1167 196 238 266 294
m/z--> 50 200 250 300 350 400
Abundance
57
97
18.20 18.40 18.60 18.80
5000 m/z 55.05 78.59%
- 125
0 154 182 224 252 297 328348
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate AR BREanEESe St
57 o7 18.20 18.40 18.60 18.80
m/z 97.05 71.57%
5000
125
L 2Ll l\w 193 182 210 238 266 311 412
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 Behenic alcohol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.35 9.80 ng 365927 Chrysene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 Octacosanol 410 C28H580 000557-61-9 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 2960 (19.347 min): BF094883.D (-2951) (-) m/z 57.10 100.00%
57 83
5000 11
IUNNUUNSUSRUASN SRR
139 19.00 19.20 19.40 19.60
167 281
ol el A m/z 83.10 79.00%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 1l AU DAL AR
19. oo 19. 20 19. 40 19.60
- m/z 97.05 77 .59%
ol L LA ‘\ | 707 196 224 252 280 308
m/z--> 55 100 150 260 2éo 360 3%0
Abundance
57 83
19,00 19.20 19.40 19.60
5000 11 m/z 43.05 77.00%
29 139
o 167 1095 222 250 280 308 336
m/z--> 55 160 150 260 2éo 360 3%0
Abundance #210517: 1-Heptacosanol BB EEEEE L
57 7 19.00 19.20 19.40 19.60
m/z 55.00 76.86%
5000
125
o 21 ’ | L L1534181 209 236 264 292 320 350 378
m/z--> % 1m 1m 2& 250 3& 3% mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 Squalene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
19.77 5.55 ng 149057 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 72
4 Trideca-1,7,11-triene-1,1-dicarb... 270 C18H26N2 1000161-46-0 50
5 1,5-Heptadiene, 3,4-dimethyl- 124 C9H16 1000061-77-9 47

Abundance Scan 3032 (19.771 min): BF094883.D (-3028) (-) m/z 69.10 100.00%
69
5000 _/\xw,_/NANJ
at 9% 137
19.40 19.60 19.80 20.00
oﬁ—rJATMJ pdaydy 2728 eet ' Tm/z 81.10  53.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4! NSNS SRR
19.40 19.60 19.80 20.00
o5 m/z 41.05 22 .56%
137
ol by | a7 ) 161 101217 273209 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
10.40 19,60 19.80 20.00
5000 m/z 95.10 14 .45%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #54705: 1,5,9-Decatriene, 2,3,5,8—tetramethy|— T[T T I T[T T T T[T T T T[T TT T[T
41 69 19.40 19.60 19.80 20.00
m/z 137.10 12.66%
95
5000
137
177
0 IHI ‘l‘l‘“.““.l.‘{lua I“\I[I |||‘||||||| — T
m/z--> 50 100 150 200 250 300 350 400 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 2-Nonadecanone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.13 8.91 ng 239336 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 50
2 N-Methyl-N-methoxycarbonylcarbam... 175 C6HI9NO5 073830-21-4 50
3 2-Tetradecanone 212 C14H280 002345-27-9 47
4 2-Heptadecanone 254 C17H340 002922-51-2 47
5 2-Pentadecanone 226 C15H300 002345-28-0 45
Abundance Scan 3093 (20.130 min): BF094883.D (-3089) (-) m/z 59.00 100.00%
59 w
5000
85 127 19.80 20.00 20.20 20.40
ol hjlgogsi ez 207 0 281 83 894 s 58.00  83.89%
m/z--> 50 100 150 200 250 300 350
Abundance #129460: 2-Nonadecanone
58
5000
19.80 20.00 20.20 20.40
85 m/z 43.00 69.10%
0 2‘9‘\‘ Al u‘h \H‘ \h 111 138 180 222 282
m/z--> 55 100 1%0 200 250 300 350 '
Abundance
59
19,80 20.00 20.20 20.40
5000{ 89 116 m/z 71.10 50.75%
o 144 175
miz-> 50 100 150 200 250 300 350
Abundance #71302: 2-Tetradecanone R T T T
58 19.80 20.00 20.20 20.40
m/z 57.05 24 .83%
B //VVmeW“ANApﬂmnv-4AfAmfw
29
oLl ..105%27.ﬁ5?.1?? o : T
m/z--> 50 100 150 200 250 300 350 1980 2000 2020 2040
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 unknown20.77 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.77 9.98 ng 268108 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene, 1,4-bis(l1-methylethenyl)- 158 C12H14 001605-18-1 38
2 Naphthalene, 1l-methoxy- 158 C11H100 002216-69-5 35
3 Benzene, 1,3-bis(l1-methylethenyl)- 158 C12H14 003748-13-8 35

4 Cyclohex-2-enone, 2-butyryl-3-[2... 352 C22H28N202 1000302-14-2 35

5 Nicotyrine 158 C10H10N2 000487-19-4 30

Abundance Scan 3202 (20.771 min): BF094883.D (-3197) (-) m/z 158.10 100.00%

158
5000

20.40 20.60 20.80 21.00
(o} m/z 145.10 94 .87%

m/z--> 50 100 150 200 250 300 350
Abundance #29739: Benzene, 1,4-bis(1-methylethenyl)-
158

5000 LI L L L L LB
20.40 20.60 20.80 21.00
128 m/z 57.10 45 _.70%
41 77 103 ‘
Ot H‘”‘” ———————
m/z--> 50 lOO 150 200 250 300 350
Abundance
115 158
R e S
20.40 20.60 20.80 21.00
5000 m/z 71.05 34.10%
39 63 89
ot 0 4
m/z--> 50 100 150 200 250 300 350
Abundance #29738: Benzene, 1,3-bis(1-methylethenyl)- R e
158 20.40 20.60 20.80 21.00
m/z 143.10 28.90%
5000
128
85170 % | ‘ ‘
m/z--> 50 100 150 200 250 300 350 20.40 20.60 20.80 21.00

8270-BF050217.M Fri May 05 17:29:00 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

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

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 1,4-Dimethyl-8-isopropylide... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.82 55.49 ng 1490650 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 60
2 Aciphyllene 204 C15H24 087745-31-1 38
3 Squalene 410 C30H50 000111-02-4 35
4 5-Androstene, 4,4-dimethyl- 286 C21H34 1000194-15-4 30
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 25

Abundance Scan 3210 (20.818 min): BF094883.D (-3206) (-) m/z 204.20 100.00%
4
5000 JX
" 20.60 20.80 21.00 21.20
0 m/z 69.10 74.23%
miz-> 0 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000 AR AR SR B
95 161 20.60 20.80 21.00 21.20
a 123 m/z 133.10 71.20%
o ‘I \H; H‘M .hh. : .“ A ‘; I" — —
miz-> 0 50 100 150 200 250 300 350 400
Abundance
95
147" 189 20.60 20.80 21.00 21.20
5000 m/z 271.30 66.65%
7 119
43
L LA L WL WL L
mz-> 0 50 100 150 200 250 300 350 400
Abundance #215933: Squalene R EEmme B ES E
69 20.60 20.80 21.00 21.20
m/z 95.05 63.85%
5000 a1
9% 137
ol 27 Ly g du ) 261 191 231 273209 341367 410
LI B LI I B | —rTT L B LI N LI N LA B T T T 7T T _l_l_'_'—r'_'_l_l—l_'_l_l_'—rl_'_'_l—l_'_'_
miz-> 0 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20

8270-BF050217.M Fri May 05 17:29:01 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 11 2-Propanone, 1l-cyclohexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.88 22.05 ng 592413 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanone, 1l-cyclohexyl- 140 C9H160 000103-78-6 50
2 2-Pentadecanone 226 C15H300 002345-28-0 47
3 2-Pentacosanone 366 C25H500 075207-54-4 47
4 Glutaric acid, di(2-methoxyethyl... 248 C11H2006 1000360-11-6 47
5 Undecanal, 2-methyl- 184 C12H240 000110-41-8 43
Abundance Scan 3221 (20.883 min): BF094883.D (-3216) (-) m/z 59.10 100.00%
59
5000
20.60 20.80 21.00 21.20
ol 208, 28t s m/z 58.00 75.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #18716: 2-Propanone, 1-cyclohexyl-
59
5000
20.60 20.80 21.00 21.20
82 m/z 43.10 67.37%
ob il o 0
m/z--> 50 100 150 200 250 300 350 400
Abundance
58
20,60 20.80 21.00 21,20
5000 m/z 71.10 49.81%
85
. 29 111 138 168 197 226
mz-> 50 100 150 200 250 300 350 400
Abundance #194476: 2-Pentacosanone R L R man s S
59 20.60 20.80 21.00 21.20
m/z 55.10 38.97%
5000
85
0 A ﬂ | 111 138 170195 236 264285306327 “366
m/z--> 50 100 150 200 250 300 350 400 20,60 20.80 21.00 21.20

8270-BF050217.M Fri May 05 17:29:02 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 12 dl-_alpha.-Tocopherol Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
20.99 4.44 ng 119216 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 dl-_alpha.-Tocopherol 430 C29H5002 010191-41-0 94
2 Vitamin E 430 C29H5002 000059-02-9 94
3 3,6-Dimethyl-5-o0x0-1,2,3,5-tetra... 165 C8H11N30 058910-42-2 50
4 7-Methyl-8-o0x0-1,2,3,4-tetrahydr... 165 C8H11N30 026955-10-2 50
5 Propanenitrile, 3-[methyl(4-nitr... 205 C10H11N302 097473-81-9 47

Abundance Scan 3239 (20.988 min): BF094883.D (-3234) (-) m/z 165.05 100.00%
165
5000
s 430
205
136 20.60 20.80 21.00 21.20 21.40
ol 08 d 1 Th/z 164.10  35.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222353: dI-.alpha.-Tocopherol
165
5000
20.60 20.80 21.00 21.20 21.40
43 430 m/z 430.40 25.89%
69 136 205
oLy Stus P | L 26 288316344 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
165
20.60 20.80 21.00 21.20 21.40
5000 430 m/z 43.00 15.29%
3 205
. 71 g5 121,43 246 288 316 344 387
m/z--> 50 100 150 200 250 300 350 400
Abundance #34507: 3,6—Dimethy|—5—ox0—l,2,3,5—tetrahydroimidazo[l,2—a... TTT T T T T T[T T T T [ TT T T 7T
165 20.60 20.80 21.00 21.20 21.40
m/z 166.10 13.44%
5000
39 82 108 136
0 ...H‘lll.J.J'.J‘l!:“‘.h.l‘....|....,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20 21.40

8270-BF050217.M Fri May 05 17:29:03 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 13 unknown21.04 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.04 11.62 ng 312244 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidazo[l,2-a]pyridine-2-methana... 271 C15H14CIN3 1000337-94-0 43
2 Disiloxane, 1l-ethenyl-1,1,3,3-te... 160 C6H160Si2 055967-52-7 38
3 Imidazo[1l,2-a]pyridine-2-methana... 271 C15H14CIN3 1000319-52-2 38
4 4-Trimethylsilyloxyhexadecane 314 C19H420Si 1000283-09-2 35
5 Thiophene-2-carboxylic acid, 3-(... 286 C15H14N202S 309275-99-8 27
Abundance Scan 3248 (21.041 min): BF094883.D (-3243) (-) m/z 145.10 100.00%
145
5000
271
55 81 121
63 189 231 378 20.80 21.00 21.20 21.40
0’ m/z 271.30 32.06%
m/z--> 50 100 150 200 250 300 350
Abundance #120047: Imidazo[1,2-a]pyridine-2-methanamine, N-(3-chloro...
145
JAt
5000 LRI SULIULE BN SIS
21 20,80 21.00 21.20 21.40
118 m/z 133.05 28.41%
J %0 65 % | | e41s3 207 26 |
m/z--> 50 100 150 200 250 300 350
Abundance
145
20.80 21.00 21.20 21.40
5000 119 m/z 286.30 25.61%
59
31
85
e L S L L WL IS WL B
m/z--> 50 100 150 200 250 300 350
Abundance #120048: Imidazo[1,2-a]pyridine-2-methanamine, N-(4-chloro... B s
145 20.80 21.00 21.20 21.40
m/z 81.00 24 _.22%
5000
271
P e 2P | |
77— R R e e A
m/z--> 50 100 150 200 250 300 350 20,80 21.00 21.20 21.40

8270-BF050217.M Fri May 05 17:29:04 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 14 _beta.-iso-Methyl ionone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.49 21.39 ng 574702 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 60
2 AT-Neogammacer-22(29)-ene 410 C30H50 001615-91-4 38
3 1-(9-Phenanthrenyl)-2-propanone 234 C17H140 1000326-08-9 27
4 1,1-Diphenyl-2-propynyl dimethyl... 279 C18H17NO2 010473-88-8 27
5 2,4,7-Pteridinetriamine, 6-methyl- 191 C7HON7 017539-50-3 25
Abundance Scan 3324 (21.488 min): BF094883.D (-3319) (-) m/z 191.15 100.00%

191
9 121
5000 69

21.20 21.40 21.60 21.80
0 m/z 95.05 56.76%

m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191

5000] 28 (e e e e e
21 20 21. 40 21. 60 21. 80

135 163 m/z 121.10 55.05%

| @ Tl
m/z--> 50 100 150 200 250 300 350 400
Abundance
191

21.20 21.40 21.60 21.80
5000 9 m/z 109.05 51.62%

69
121
161
218 299 410
o-——rr T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance

#89241: 1-(9- Phenanthrenyl) 2-propanone L L e
191 21.20 21.40 21.60 21.80

m/z 69.05 45 _.53%

5000
234
43 165
| 63 88 115139 | J 213

R M s sadiil sl

m/z--> 50 100 150 200 250 300 350 400 21 20 21. 40 21. 60 21. 80

o

8270-BF050217.M Fri May 05 17:29:04 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 15 A®-Neogammacer-22(29)-ene Concentration Rank 4

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

21.55 37.09 ng 996271 Perylene-di12 20.30

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 A"-Neogammacer-22(29)-ene 410 C30H50 001615-91-4 90
2 Butanoic acid, 4-(4-hydroxypheny... 209 C10H11NO4 062558-67-2 43
3 Indole-2-carboxylic acid, 6-meth._.. 191 C10H9NO3 016732-73-3 38
4 _beta.-iso-Methyl i1onone 206 C14H220 1000285-40-2 38
5 Pyrido[3,4-d]pyridazin-1(2H)-one... 191 C8HIN50 1000263-69-7 38

Abundance Scan 3334 (21.547 min): BF094883.D (-3330) (-) m/z 191.15 100.00%
191
95
5000 69 121
41
e 257 21,20 21.40 21.60 '2'1 80
218 299 342 410
0 1 381 m/z 95.05 61.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215946: A'-Neogammacer-22(29)-ene
191
5000 95 LA L L L L B L L I
69 21.20 21.40 21.60 21.80
121 m/z 109.10 56.04%
\ iy | it e 299 o
o, Lk www\
m/z--> O 50 200 250 300 350 400
Abundance
191
_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—rf
109 21.20 21.40 21.60 21.80
5000 55 m/z 81.05 50.96%
135
79 163
0 35
o L B R e
m/z--> 50 100 150 200 250 300 350 400
Abundance #53642: Indole-2-carboxylic acid, 6-methoxy- T T T R R TR
144 191 21 20 21. 40 21 60 21. 80
m/z 69.10 48.63%
102
5000 76
51
29
o | W EY = L ————— anassa s ses sl osts
m/z--> 50 100 150 200 250 300 350 400 21.20 21.40 21.60 21.80

8270-BF050217.M Fri May 05 17:29:05 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 16 unknown2l1.82 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.82 6.40 ng 171967 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Fluoro-3-(trifluoromethyl)acet... 206 C9H6F40 1000342-40-2 38
2 3-Indolethanamine, N-acetyl-5-fl... 250 C13H15FN202 1000116-27-1 35
3 2-Fluoro-5-(trifluoromethyl)acet... 206 C9H6F40 202664-53-7 35
4 2"-Fluoro-6"-(trifluoromethyl)-a... 206 C9H6F40 174013-29-7 35
5 3-Fluoro-4-trifluoromethylbenzoi... 354 C16H19CIF402 1000360-59-9 35
Abundance Scan 3380 (21.818 min): BF094883.D (-3374) (-) m/z 191.15 100.00%
191
g1 95
5000 205
55 109 123137 163
21.60 21.80 22.00 22.20
o} m/z 95.00 65.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66542: 2-Fluoro-3-(trifluoromethyl)acetophenone
191
5000 LR B BRI SURBN B
43 163 2160 21.80 22.00 22.20
m/z 81.10 63.08%
m/z--> 25 40 65 80 160 120 150 160 180 200 220 240
Abundance
191
178 ER PN SRR SR B
21.60 21.80 22.00 22.20
5000 m/z 205.20 47 .50%
43 163 250
o 57 72 94107190 135148 207 232
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66543: 2-Fluoro-5-(trifluoromethyl)acetophenone
191 21.60 21.80 22.00 22.20
m/z 109.05 41.56%
5000
43 163
||||||||||||||| |||| TT T ||||||||ﬂ||||||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 21.60 21.80 22.00 22.20

8270-BF050217.M Fri May 05 17:29:06 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 19 Methanone, bis[4-(diethylam... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.49 10.13 ng 272057 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanone, bis[4-(diethylamino)p... 324 C21H28N20 000090-93-7 53
2 1-Chloro-4-diphenylmethylsilylox... 324 C19H17CIOSi 1000307-87-3 50
3 Indolizine-6-carboxylic acid, 3-... 324 C17H12N205 1000303-59-5 47
4 Phenanthro[9,10-b]Jquinoxaline-11... 324 C21H12N202 134859-17-9 38
5 3-Dimethylamino-6-nitro-4-phenyl... 309 C17H15N303 1000318-20-0 30
Abundance Scan 3494 (22.488 min): BF094883.D (-3489) (-) m/z 324.20 100.00%
5000
196 279
252 ISR AR AR
43 70 98 155 185 226 | 438 22.20 22.40 22.60 22.80
o} L R e m/z 309.20 98.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164488: Methanone, bis[4-(diethylamino)phenyl]-
309
5000 R S B B S
22.20 22.40 22.60 22.80
147 265 m/z 279.10 33.83%
29 51 77 119\ ‘ 176 209 237 W i
IIIII""I""I""I""IIIII rTTTTTTTTT T

m/z--> 50 100 150 200 250 300 350 400
Abundance
309
N R R L
197 22.20 22.40 22.60 22.80
5000 m/z 280.10 31.71%
231
oL 28 63 105 15 273
— T T e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #164042: Indolizine-6-carboxylic acid, 3-acetyl-2-(4-nitro... R RaamE A ma—
43 324 22.20 22.40 22.60 22.80
m/z 265.10 29.51%
263
5000
190
75 102 130"
R Wit V1 ol 1 S ) N ATV
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 20 unknown23.62 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
23.62 8.92 ng 239736 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Cedranone 220 C15H240 1000156-23-2 46
2 N-Furfuryl-N,5-dimethylfurfuryla... 205 C12H15NO2 1000245-11-0 38
3 5-Hydroxymethyl tricyclazole 205 C9H7N30S 069243-49-8 35
4 2-Propenenitrile, 3,3-diphenyl- 205 C15H11IN 003531-24-6 22
5 Silane, chlorodiisopropylisoprop... 208 C9H21CIOSi 1000305-87-8 22
Abundance Scan 3686 (23.618 min): BF094883.D (-3678) (-) m/z 205.10 100.00%
205
5000 470
231
| 275 23.40 23.60 23.80 24.00
0 il 1wz 95.10  71.89%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #77501: 9-Cedranone
41 205
95
5000 L LI BRI SURRA
67 123 2340 23.60 23.80 24.00
‘]AQIW m/z 69.05 70.80%
ol \‘H'Hu‘w\"\ S —
m/z--> 0 50 100 200 250 300 350 400 450
Abundance
95
' 23.40 23.60 23.80 24.00
5000 m/z 55.00 64 .97%
123 205
oL15 43 67 147 176
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #65457: 5-Hydroxymethy! tricyclazole R A RRREE RS
205 23.40 23.60 23.80 24.00
m/z 96.05 60.57%
5000
45 69
148 178
0j R e o S S
m/z--> 0 50 100 150 200 250 300 350 400 450 2340 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094883.D

Acq On > 4 May 2017 20:06

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.04 23.3 ng 563890 1 7.72 483102 20.0
unknown7 .38 7.38 111.8 ng 2700500 1 7.72 483102 20.0
n-Hexadecanoic acid 15.94 5.9 ng 217149 4 14.97 739625 20.0
1-Heneicosanol 18.54 13.7 ng 512285 5 18.63 746866 20.0
Behenic alcohol 19.35 9.8 ng 365927 5 18.63 746866 20.0
Squalene 19.77 5.5 ng 149057 6 20.30 537234 20.0
2-Nonadecanone 20.13 8.9 ng 239336 6 20.30 537234 20.0
unknown20.77 20.77 10.0 ng 268108 6 20.30 537234 20.0
1,4-Dimethyl-8-is... 20.82 55.5 ng 1490650 6 20.30 537234 20.0
2-Propanone, 1-cy... 20.88 22.1 ng 592413 6 20.30 537234 20.0
dl-_alpha.-Tocoph... 20.99 4.4 ng 119216 6 20.30 537234 20.0
unknown21.04 21.04 11.6 ng 312244 6 20.30 537234 20.0
-beta.-iso-Methyl... 21.49 21.4 ng 574702 6 20.30 537234 20.0
A" -Neogammacer-22... 21.55 37.1 ng 996271 6 20.30 537234 20.0
unknown21 .82 21.82 6.4 ng 171967 6 20.30 537234 20.0
Methanone, bis[4-... 22.49 10.1 ng 272057 6 20.30 537234 20.0
unknown23.62 23.62 8.9 ng 239736 6 20.30 537234 20.0
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