LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On > 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 5.048 523 529 545 rBVY 307712 625108 20.99% 2.117%
2 5.678 631 636 659 rBvY 1793795 2705476 90.83% 9.163%
3 6.248 728 733 743 rVB 25989 43330 1.45% 0.147%
4 7.272 901 907 921 rBV 1834810 2735403 91.84% 9.264%
5 7.390 921 927 945 rVB 2292176 2978490 100.00% 10.087%
6 7.725 980 984 993 rVB 487399 535684 17.99% 1.814%
7 7.966 1019 1025 1038 rBV 1901105 2216073 74.40% 7 .505%
8 8.625 1131 1137 1153 rBV 1399940 1798826 60.39% 6.092%
9 9.742 1322 1327 1340 rBV 625843 721812 24.23% 2.445%
10 11.519 1623 1629 1643 rBV 2286039 2775887 93.20% 9.401%

11 12.207 1741 1746 1755 rBV 286560 339731 11.41% 1.151%
12 12.572 1803 1808 1823 rBV2 531984 726587 24 _.39% 2.461%
13 13.866 2023 2028 2042 rBV 1023610 1383249 46.44% 4._.685%
14 14.189 2080 2083 2086 rBV 30081 35300 1.19% 0.120%
15 14.971 2211 2216 2227 rVB 489110 604424 20.29% 2.047%

16 15.583 2315 2320 2326 rBV 25490 33349 1.12% 0.113%
17 15.942 2375 2381 2392 rBV 98493 136222 4._.57% 0.461%
18 17.301 2606 2612 2616 rBV 1547101 1731325 58.13% 5.863%
19 17.689 2672 2678 2684 rBV3 21822 41582 1.40% 0.141%
20 18.559 2818 2826 2835 rBV3 128983 342242 11.49% 1.159%

21 18.636 2835 2839 2847 rVV 505541 582137 19.54% 1.971%
22 19.342 2954 2959 2960 rBV 48080 61587 2.07% 0.209%
23 19.365 2960 2963 2967 rVv4 62191 111929 3.76% 0.379%
24 19.777 3024 3033 3037 rBV 125513 156190 5.24% 0.529%
25 20.065 3077 3082 3085 rBvV 71583 87425 2.94% 0.296%

26 20.136 3090 3094 3099 rVB 206582 245109 8.23% 0.830%
27 20.300 3118 3122 3131 rBV 339227 401565 13.48% 1.360%
28 20.489 3150 3154 3157 rBV3 31269 37708 1.27% 0.128%
29 20.677 3182 3186 3194 rVB2 59156 100838 3.39% 0.342%
30 20.783 3197 3204 3207 rBV2 149549 237321 7.97% 0.804%

31 20.830 3207 3212 3217 rVV 769728 1128088 37.87% 3.820%
32 20.883 3217 3221 3232 rVB4 183956 465787 15.64% 1.577%
33 20.994 3236 3240 3244 rBV 62430 117768 3.95% 0.399%
34 21.042 3244 3248 3254 rVB2 134154 205735 6.91% 0.697%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On > 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 21.330 3293 3297 3302 rVB3 33075 49791 1.67% 0.169%

36 21.506 3321 3327 3331 rBV 278857 470457 15.80% 1.593%
37 21.559 3331 3336 3345 rVV 482117 825762 27.72% 2.797%
38 21.647 3347 3351 3356 rVB7 28651 63298 2.13% 0.214%
39 21.830 3377 3382 3392 rVB6 68904 153994 5.17% 0.522%
40 22.118 3423 3431 3439 rVB3 317668 626864 21.05% 2.123%

41 22.341 3462 3469 3483 rBV6 125498 449454 15.09% 1.522%
42 22.500 3491 3496 3511 rVB7 70434 213153 7.16% 0.722%

43 23.647 3685 3691 3698 rBVS 33735 93297 3.13% 0.316%
44 23.759 3705 3710 3722 rVB9 49710 132319 4._.44% 0.448%

Sum of corrected areas: 29527676
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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: BF094872.D

2000000 | 797
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1500000 8.62
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500000
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Abundance TIC: BF094872.D
11]52

T
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2000000

1500000

13.87
1000000

1257
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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: BF094872.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 7

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

5.05 23.34 ng 625108 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 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 529 (5.048 min): BF094872.D (-523) (-) m/z 43.00 100.00%
a3
59
5000
101 e
4.80 5.00 5.20 5.40
el S O | W/Z 5910 59.67%
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 IR LS L L A
59 480 500 520 5.40
m/z 101.10 22.82%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 540
5000 m/z 58.00 14 .60%
101
15 3 % 60 86
mem‘wwwmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A L e RRE
59 4.80 5.00 5.20 5.40
m/z 41.10 9.21%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I R R UL IR
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\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 unknown7.39 Concentration Rank 1

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

7.39 111.20 ng 2978490 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 927 (7.390 min): BF094872.D (-921) (-) m/z 132.00 100.00%
5000 68
6 et
40 ,_ 54 75 104 7.00 7.20 7.40 7.60 7.80
S i il A SO M S N m/z 68.10  38.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R A UL L
a1 o7 7.00 7.20 7.40 7.60 7.80
53 117 m/z 134.00 33.11%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 R L UL L
104 7.00 7.20 7.40 7.60 7.80
5000 m/z 65.95 23.14%
3144 51 &
wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole A e
132 7.00 7.20 7.40 7.60 7.80

m/z 69.05 14 _.79%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 Carbonic acid, isobutyl oct... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.56 11.76 ng 342242 Chrysene-d12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 90
2 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
3 1-Hentetracontanol 593 C41H840 040710-42-7 86
4 n-Nonadecanol-1 284 C19H400 001454-84-8 76
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 76
Abundance Scan 2826 (18.559 min): BF094872.D (-2818) (-) m/z 57.05 100.00%

-

5000
18.20 18.40 18.60 18.80
,,,,,,,,,,, m/z 55.10 70.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57
5000 LA L L L L L I

18.20 18.40 18.60 18.80
97 m/z 43.05 69.37%
27

i MM ‘\L\ \ \\?39 183 222253

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance
57 97
T T T
18.20 18.40 18.60 18.80
5000 m/z 83.05 66.65%
139
27 182 222 266 311 412
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #240848: 1-Hentetracontanol
57 18.20 18.40 18.60 18.80
m/z 97.10 65.80%
97
5000
18 39
181 223 278 320 362 404 446 488518 572
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 Squalene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.78 7.78 ng 156190 Perylene-di12 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-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 80
4 (.+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 72
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
Abundance Scan 3034 (19.783 min): BF094872.D (-3024) (-) m/z 69.10 100.00%
6o
41 93 T T T T
137 19.40 19.60 19.80 20.00 20.20
..'.I',-l'. ad e, 20 2 | “m/z 81.10 50.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 AR R AR
a1 19,40 19.60 19.80 20.00 20.20
m/z 41.05 22 .53%
9 121 1,9
' H‘\\\\\\\\H\ 175 203 231 273 209 341 367 _ 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
19.40 19.60 19.80 20.00 20.20
5000 m/z 93.10 13.84%
41
95 137
117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69 19.40 19.60 19.80 20.00 20.20
a m/z 95.05 13.28%
5000
95 123
R R | [l e
m/z--> 50 100 150 200 250 300 350 400 19,40 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 Oxirane, 3-ethyl-2,2-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
20.14 12.21 ng 245109 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, 3-ethyl-2,2-dimethyl- 100 C6H120 001192-22-9 58
2 2-Hexadecanone 240 C16H320 018787-63-8 53
3 2-Propanone, 1l-cyclopentyl- 126 C8H140 001122-98-1 53
4 2-Pentadecanone 226 C15H300 002345-28-0 47
5 2-Heptadecanone 254 C17H340 002922-51-2 47

Abundance Scan 3095 (20.142 min): BF094872.D (-3090) (-) m/z 59.05 100.00%
5000
A i
8 19.80 20.00 20.20 20.40
127 207 : : -
9 Wil bopidT 265 27 om 834 394 UnTEET00  92.96%
m/z--> 50 100 150 200 250 300 350
Abundance #3938: Oxirane, 3-ethyl-2,2-dimethyl-
59
5000{ 31
19.80 20.00 20.20 20.40
85 m/z 43.05 74 .88%
'th "w'l""l"' S PR SR UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance
58
19.80 20.00 20.20 20.40
5000 m/z 71.10 50.57%
29 85 240
110 138157 182 211
m/z--> 50 100 150 200 250 300 350
Abundance #11408: 2-Propanone, 1-cyclopentyl- e BaRas aps e T
43 19.80 20.00 20.20 20.40
m/z 57.10 21.66%
B ,Ar&MAVNWAA/AMAMNMJAﬂWNAM
24 | l62 % 104126
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 _gamma.-Tocopherol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.68 5.02 ng 100838 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _.gamma.-Tocopherol 416 C28H4802 007616-22-0 90
2 3,4-Dihydro-3,5,8-trimethyl-3-(4... 458 C30H5003 1000105-71-9 64
3 4H-1,3,2-Dioxaborin, 6-ethenyl-2._._. 208 C12H21B02 074630-05-0 40
4 Ethanone, 2-(1H-imidazo[4,5-b]py... 278 C12H14N402S 1000272-55-7 38
5 Silane, 2-butenylmethoxymethylph... 206 C12H180Si 076557-76-1 38
Abundance Scan 3187 (20.683 min): BF094872.D (-3182) (-) m/z 151.05 100.00%
181
5000
416
43 191
I |69 95 122 | 281 20.40 20.60 20.80 21.00
e N m/z 416.40 30.05%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #218065: .gamma.-Tocopherol
151
5000 416 LN N N I B
20.40 20.60 20.80 21.00
43 191 m/z 150.00 21.90%
199 g5 121 ‘ | 218 261 288315 344 373
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
151
20.40 20.60 20.80 21.00
5000 m/z 191.05 16.78%
103 416
57
81 122 233 275 331 458
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #67666: 4H-1,3,2-Dioxaborin, 6-ethenyl-2-ethyl-4-methyl-4-... B A B AEEE R S e
151 20.40 20.60 20.80 21.00
m/z 152 .05 15.39%
5000
43
| J‘67‘ 9\5 L1%3‘ 1193
m/z--> 50 100 150 200 250 300 350 400 450 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 unknown20.78 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.78 11.82 ng 237321 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _alpha.,.beta.-D-Glucopyranoside... 350 C17H3405S 1000160-71-9 38
2 Benzene, 1,3-bis(l1-methylethenyl)- 158 C12H14 003748-13-8 25
3 Heneicosane 296 C21H44 000629-94-7 15
4 Tetracosane 338 C24H50 000646-31-1 15
5 Hexacosane 366 C26H54 000630-01-3 15
Abundance Scan 3204 (20.783 min): BF094872.D (-3197) (-) m/z 145.10 100.00%

145

5000

12 204223

267 361 20.40 20.60 20.80 21.00 21.20
m/z 158.10 92.01%

m/z--> 50 100 150 200 250 300 350
Abundance #183812: .alpha.,.beta.-D-Glucopyranoside, 1-deoxy-1-undec...
a1 85 145
5000 1
116 20.40 20.60 20.80 21.00 21.20
m/z 57.05 58.54%
HMH‘W\MA |1 164 287507 220 250 51301 332351

m/z--> 50 100 150 200 250 300 350
Abundance
158
A A ERRas RE T
20.40 20.60 20.80 21.00 21.20
5000 m/z 71.05 42 .58%
128
28 51 49 91
— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane L B i B B
57 20.40 20.60 20.80 21.00 21.20
m/z 43.10 41 .47%
85
5000
29 113
Pl [ 100 107 o5 g 206
A A7 A B AR
m/z--> 50 100 150 200 250 300 350 20. 40 20 60 20. 80 21. 00 21. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 10 2-Pentacosanone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.88 23.20 ng 465787 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentacosanone 366 C25H500 075207-54-4 86
2 2-Tridecanone 198 C13H260 000593-08-8 50
3 2-Nonadecanone 282 C19H380 000629-66-3 49
4 2-Pentadecanone, 6,10,14-trimethyl- 268 C18H360 000502-69-2 47
5 2-Pentadecanone 226 C15H300 002345-28-0 47
Abundance Scan 3221 (20.883 min): BF094872.D (-3217) (-) m/z 59.05 100.00%
59
5000 M
8% 109 191 20.60 20.80 21.00 21.20
139 218 . . . )
C s Lo tetn 218 257 s e 77 a0
m/z--> 50 100 150 200 250 300 350
Abundance #194476: 2-Pentacosanone
59
5000 AT T T T T
20.60 20.80 21.00 21.20
85 m/z 43.00 64 .35%
} J M m 11 138 170 195214 236 264285306327347366
m/z--> 55 100 150 260 2%0 300 3éo '
Abundance
58
2060 20.80 21.00 21.20
5000 m/z 71.10 52.98%
29 8 111 140 15 198
m/z--> - "55' B 166 - 156 - éoo"' ésd B éod B ééd !
Abundance #129460: 2-Nonadecanone B e
5 20.60 20.80 21.00 21.20
m/z 55.10 30.09%
B JJRA’
85
??‘ H , ﬂ ;111 138 180 222 282
m/z--> % 1m 150 2m 250 3m 3% ' mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 dl-_alpha.-Tocopherol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.99 5.87 ng 117768 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 dl-_alpha.-Tocopherol 430 C29H5002 010191-41-0 95
2 Vitamin E 430 C29H5002 000059-02-9 95
3 (+)-.gamma.-Tocopherol, O-methyl- 430 C29H5002 1000374-72-2 91
4 _.alpha.-Tocopherol-_beta.-D-mann... 592 C35H6007 1000156-68-2 90
5 4-Amino-3-methoxypyrazolo[3,4-d]... 165 C6H7N50 111375-22-5 53
Abundance Scan 3239 (20.989 min): BF094872.D (-3236) (-) m/z 165.10 100.00%
165
5000 Aw~h/\“\\~
43 430 DNV SUN B
136 205 20.60 20.80 21.00 21.20 21.40
| 69 95 ! | 281
T L S S N M m/z 164.10 30.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222354: dI-.alpha.-Tocopherol
165 430
5000
43 20.60 20.80 21.00 21.20 21.40
m/z 430.40 18.85%
| |®9 01 136 205 302 344 372
m/z--> 50 100 150 200 250 300 350 400
Abundance
165
20.60 20.80 21.00 21.20 21.40
5000 43 m/z 43.00 14 .19%
430
71
97 121143 205 599251275 301 341 368 402
m/z--> 50 100 150 200 250 300 350 400
Abundance #222360: (+)-.gamma.-Tocopherol, O-methyl- R R e e e
165 20.60 20.80 21.00 21.20 21.40
430 m/z 166.05 12.66%
5000
43 205
| , 71 105 137 231 260 288 316 344 372
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 unknown21.04 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.04 10.25 ng 205735 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Androstene, 4,4-dimethyl- 286 C21H34 1000194-15-4 38
2 5_beta.-Pregn-11-ene 286 C21H34 006673-73-0 38
3 Imidazo[1l,2-a]pyridine-2-methana... 271 C15H14CIN3 1000319-52-2 35
4 Thiophene-2-carboxylic acid, 3-(... 286 C15H14N202S 309275-99-8 22
5 1,3,4-Oxadiazol-2-amine, N-(1,3-... 271 C12H9N503 1000337-63-3 14
Abundance Scan 3248 (21.042 min): BF094872.D (-3244) (-) m/z 145.10 100.00%

5000
367 20.80 21.00 21.20 21.40
m/z 271.30 78.17%
m/z--> 50 100 150 200 250 300 350
Abundance #133208: 5-Androstene, 4,4-dimethyl-
271
5000 LN B L L L L L L L LB
55 95 175 20.80 21.00 21.20 21.40
135 201 m/z 133.10 52.63%
) | L st | e 2
-t ‘.“ |H‘.‘Hl‘ \;h‘\ IH\HI \hilwhl\‘m\lm\ﬁlﬁj Al ”‘l I‘“‘ %»ﬂlgu I\ - ) .2.9 T
m/z--> 50 100 150 200 250 300 350
Abundance
271
R e e A RRREE R
20.80 21.00 21.20 21.40
5000 105 176 m/z 95.10 51.80%
147
81 123 215
243
T T e e e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #120048: Imidazo[1,2-a]pyridine-2-methanamine, N-(4-chloro... T TR T
145 20.80 21.00 21.20 21.40
m/z 286.30 48 .84%
5000
271
119
39 g5 92 164
d o il T
e e e e
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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

191

Peak Number 13 _beta.-iso-Methyl ionone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.51 23.43 ng 470457 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 60
3 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 47
4 2,2,4a,6a,8a,9,12b,14a-0Octamethy... 410 C30H50 053013-35-7 38
5 Pyrido[3,4-d]pyridazin-1(2H)-one... 191 C8HIN50 1000263-69-7 35
Abundance Scan 3328 (21.512 min): BF094872.D (-3321) (-) m/z 191.15 100.00%
191
5000 121 &
69
41
149 229 257 o, 342 410 21.20 21.40 21.60 21.80
m/z 95.05 52.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191
5000 28 AU DAL RN ARAR
21'20 21.40 21.60 21.80
g5 135 163 m/z 121.10 47 .54%
| 2T
||||‘|||“|“||‘“|‘|‘i||‘| — T T
m/z--> 50 100 150 200 250 300 350 400
Abundance

21.20 21.40 21.60 21.80

5000 95 m/z 109.05 43.60%
69
121
161
218 299 410
— T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #190938: Anthracene, 9-dodecyltetradecahydro- R e e ARRE
191 21.20 21.40 21.60 21.80
95 m/z 81.05 34.16%
5000] 43
67 J
135
ddl JL A 15 | 163, | 211 236 264 303503 0
e TR A o e e SRS e e R e A RER
m/z--> 50 100 150 200 250 300 350 400 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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

Concentration Rank 4

Peak Number 14 AT®-Neogammacer-22(29)-ene

R.T. EstConc Area Relative to ISTD R.T.
21.56 41.13 ng 825762 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 A"-Neogammacer-22(29)-ene 410 C30H50 001615-91-4 94
2 _.beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 70
3 (7a-l1sopropenyl-4,5-dimethylocta... 222 C15H260 1000187-02-9 50
4 Succinic acid, di(3-methylphenyl... 298 C18H1804 1000329-96-8 27
5 1-(9-Phenanthrenyl)-2-propanone 234 C17H140 1000326-08-9 27
Abundance Scan 3336 (21.559 min): BF094872.D (-3331) (-) m/z 191.20 100.00%
5000 ?
21.20 21.40 21.60 21.80
m/z 95.10 64 .71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215946: A'-Neogammacer-22(29)-ene
191
5000 9% LA VAR IR AR AR
21120 2140 21.60 21.80
121 m/z 109.10 55.89%
‘ ‘ H “ 218 299 410
‘ HH\\H \H \H L\ i w“""' S —
m/z--> 150 200 250 300 350 400
Abundance
191
2120 2140 21,60 21.80
5000! 28 m/z 69.10 49.61%
135 163
69 95
mz-> 50 100 150 200 250 300 350 400
Abundance #79457: (7a-Isopropenyl-4,5-dimethyloctahydroinden-4-ylyme... R REEEEmE s
191 21.20 21.40 21.60 21.80
95 m/z 81.05 46.57%
135
s000{ 41
69
g 161
" 0 N e
m/z--> 50 100 150 200 250 300 350 400 21120 21.40 21.60 21.80

8270-BF050217.M Thu May 04 15:45:42 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 unknown21.83 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.83 7.67 ng 153994 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cyclohexene, 1,3,3-trimethyl-2__.. 206 C14H220 1000197-08-4 46
2 2,4,7-Pteridinetriamine, 6-methyl- 191 C7HO9N7 017539-50-3 38
3 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 38
4 2-Fluoro-3-(trifluoromethyl)acet... 206 C9H6F40 1000342-40-2 35
5 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 35
Abundance Scan 3382 (21.830 min): BF094872.D (-3377) (-) m/z 191.15 100.00%
191
95
5000 69 137
43 163
1 219 267 411 21.60 21.80 22.00 22.20
m/z 95.05 61.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191
5000 43 RN SRR TR
21.60 21.80 22.00 22.20
123 149 m/z 81.10 51.47%
i ‘.‘.‘ |“.(‘3“.9”.‘ .M,“‘. ‘.‘“.‘H“.“ﬁ .‘.“. ‘I\' ———
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
2160 21.80 22,00 22.20
5000 m/z 69.00 39.61%
43 150
mz-> 50 100 150 200 250 300 350 400
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen R R mEEEE e
191 21.60 21.80 22.00 22.20
m/z 109.00 37 .45%
h \w_uj\/\vaﬁ_ﬁ/\_mvﬁvmj\wJ\,J
43 123 149
II\I\‘Inlqlgul‘gl\fl\-lml‘I\JI\LIJkIdlil\Illlll T A e
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.12 31.22 ng 626864 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 55
2 1,4-Methano-1H-indene, octahydro... 204 C15H24 087064-18-4 46
3 1H-Cycloprop[e]azulene, l1la,2,3,4... 204 C15H24 000489-40-7 41
4 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 010219-75-7 27
5 8-Amino-2-hydroxymethyl-6-methox... 204 C11H12N202 1000214-27-5 25
Abundance Scan 3431 (22.118 min): BF094872.D (-3423) (-) m/z 133.05 100.00%

5000

21.80 22.00 22.20 22.40
m/z 204.20 90.24%

m/z--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
a1 91 133
5000 161
69 21.80 22.00 22.20 22.40
‘ m/z 107.10 63.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance
95
161 A A BEREEEE m e
21.80 22.00 22.20 22.40
5000 204 m/z 95.10 58.57%
41 121
67
L o o B o o NS
m/z--> 50 100 150 200 250 300 350 400
Abundance #64575: 1H-Cycloprop[e]azulene, 1a,2,3,4,4a,5,6,7b-octahyd... B e A EEEEEmma
204 21.80 22.00 22.20 22.40
161 m/z 205.20 57.40%
105
5000 a1
81 133
il .,J.‘.M.l,tn.‘.\u T
m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 17 1,4-Dimethyl-8-isopropylide... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.34 22.39 ng 449454 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 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 55
3 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 46
4 1H-Cycloprop[e]azulene, la,2,3,4... 204 C15H24 000489-40-7 38
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 25
Abundance Scan 3469 (22.341 min): BF094872.D (-3462) (-) m/z 204.15 100.00%
4
5000
22.00 22.20 22.40 22.60
m/z 135.10 76.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000 USRS SR SRR I
9 161 22.00 22.20 22.40 22.60
a m 123 m/z 133.10 56.38%
‘\ \‘ \‘\m H‘ hM ‘“‘ “ L4 T
m/z--> 50 100 150 200 250 300 350 400
Abundance
93 135
" 22.00 22.20 22,40 22.60
5000 m/z 109.10 49.61%
161 204
69
N
m/z--> 50 100 150 200 250 300 350 400
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet... R R N REEREEmmm ]
161 204 22.00 22.20 22.40 22.60
4 m/z 95.00 48 .58%
5000 " 107 135 \VWM/\wNLL%/\\‘\W‘WWMWM~
m { “ h .Ju:,‘...., S gttt
m/z--> 200 250 300 350 400 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 18 Methanone, bis[4-(diethylam... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.50 10.62 ng 213153 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanone, bis[4-(diethylamino)p... 324 C21H28N20 000090-93-7 58
2 Indolizine-6-carboxylic acid, 3-... 324 C17H12N205 1000303-59-5 50
3 [2](9,10)(1,2,3,4-Tetrahydroanth... 309 C23H19N 1000156-07-2 43
4 9a-Benzyl-4b,9a-dihydroindeno[1,... 324 C23H1602 140462-96-0 38
5 3-Dimethylamino-6-nitro-4-phenyl... 309 C17H15N303 1000318-20-0 38
Abundance Scan 3496 (22.500 min): BF094872.D (-3491) (-) m/z 309.20 100.00%
309
5000 279
239 325 LI I B N B O B B
39 55 77 93 12 138155171189 215 | &° 22.20 22.40 22.60 22.80
e Tm/z 324.20  99.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164488: Methanone, bis[4-(diethylamino)phenyl]-
5000 NSNS A SRR
22.20 22.40 22.60 22.80
147 325 m/z 279.10 36.66%
29 51 77 102119 | 176193509 237 \ 281 ‘
m/z--> ﬁbm%mmmmmmmmmmmﬁ
Abundance
43 324
263 22.20 22.40 22.60 22.80
5000 m/z 280.10 33.56%
190
63
163
86 102 192 139 218235 279 308

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

Abundance #152239: [2](9,10)(1,2,3,4-Tetrahydroanthraceno)[2](2,6)py... R B L !
309 22.20 22.40 22.60 22.80

m/z 325.20 27 .71%

5000
280

204
139

27 51 77 93 114 178
— e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 unknown23.65 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
23.65 4.65 ng 93297 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Chloro-2,3-dihydrofuro(2,3-b)q... 205 C11H8CINO 064124-91-0 38
2 6-Chloro-2,3-dihydrofuro(2,3-b)q... 205 C11H8CINO 064124-84-1 38
3 8-Chloro-2,3-dihydrofuro(2,3-b)q... 205 C11H8CINO 095322-67-1 38
4 2-(4-Chloro-phenoxy)-nicotinic acid 249 C12H8CINO3 1000296-88-9 38
5 5,8-Dimethoxy-6-aminoquinoxaline 205 C10H11N302 056393-24-9 38
Abundance Scan 3691 (23.647 min): BF094872.D (-3685) (-) m/z 205.10 100.00%
205
470
s000] ! 69
95 137 165
245
281 23.40 23.60 23.80 24.00
m/z 470.40 61.43%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #65095: 7-Chloro-2,3-dihydrofuro(2,3-b)quinoline
205
5000 140 LN BN SURBULN I B
175 23.40 23.60 23.80 24.00
‘ m/z 41.00 51.30%
70
"3?|“l‘”"f{%?'ﬁi '!k' [rorrprrr [Tt
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
205
' 23.40 23.60 23.80 24.00
5000 m/z 55.00 49_17%
140 o
39 84 115
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #65097: 8-Chloro-2,3-dihydrofuro(2,3-b)quinoline b RRREE EE s
205 23.40 23.60 23.80 24.00
m/z 69.10 44 _77%
5000
140
175
39 4J8f \1}5 |
m/z--> 50 100 150 200 250 300 350 400 450 2340 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On : 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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 Sesquirosefuran Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

23.76 6.59 ng 132319 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sesquirosefuran 218 C15H220 039007-93-7 51
2 3,5,7-Triamino-1-azaadamantane 182 C9H18N4 031588-69-9 35
3 Ethylmethylphenylphosphine 152 C9H13P 015849-84-0 27
4 3-Azabicyclo[3.3.1]nonane-7-carb... 239 C12H17NO4 1000115-86-4 22
5 2-Buten-1-one, 1-(2,6,6-trimethy... 192 C13H200 041436-42-4 22
Abundance Scan 3710 (23.759 min): BF094872.D (-3705) (-) m/z 69.00 100.00%

60 123
95
55 109
5000
149 205
163 191 231 273 o
4 7 23.40 23.60 23.80 24.00

m/z 123.10 92 .14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #75886: Sesquirosefuran
69 123
41 %
5000 IIIIIIIIIIIIIIIIII
149 218 23.40 23.60 23.80 24.00
55 ‘ 175 m/z 95.00 71.21%
JiN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124
R R e R
23.40 23.60 23.80 24.00
5000 m/z 109.05 66.20%
42
97 182
28 | 57 87119 | 138 164
T T T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26121: Eﬂwhnahymhenymhospmne Rl Rammnma S
123 152 23.40 23.60 23.80 24.00
m/z 67.00 65.58%
109
5000
77 91
L
|
,.”.P.“,“.w..”,”.q.”.“.” T R R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 23. 40 23 60 23 80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094872.D

Acq On > 4 May 2017 13:26

Operator : SJ/MA

Sample : 12916-02

Misc :

ALS Vial : 33 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... 5.05 23.3 ng 625108 1 7.72 535684 20.0
unknown7 .39 7.39 111.2 ng 2978490 1 7.72 535684 20.0
Carbonic acid, is... 18.56 11.8 ng 342242 5 18.64 582137 20.0
Squalene 19.78 7.8 ng 156190 6 20.30 401565 20.0
Oxirane, 3-ethyl-._.. 20.14 12.2 ng 245109 6 20.30 401565 20.0
-gamma.-Tocopherol 20.68 5.0 ng 100838 6 20.30 401565 20.0
unknown20.78 20.78 11.8 ng 237321 6 20.30 401565 20.0
2-Pentacosanone 20.88 23.2 ng 465787 6 20.30 401565 20.0
dl-_.alpha.-Tocoph... 20.99 5.9 ng 117768 6 20.30 401565 20.0
unknown21.04 21.04 10.3 ng 205735 6 20.30 401565 20.0
-beta.-iso-Methyl... 21.51 23.4 ng 470457 6 20.30 401565 20.0
A" -Neogammacer-22... 21.56 41.1 ng 825762 6 20.30 401565 20.0
unknown21 .83 21.83 7.7 ng 153994 6 20.30 401565 20.0
1,1,4a-Trimethyl-_.. 22_.12 31.2 ng 626864 6 20.30 401565 20.0
1,4-Dimethyl-8-is... 22.34 22.4 ng 449454 6 20.30 401565 20.0
Methanone, bis[4-... 22.50 10.6 ng 213153 6 20.30 401565 20.0
unknown23.65 23.65 4.7 ng 93297 6 20.30 401565 20.0
Sesquirosefuran 23.76 6.6 ng 132319 6 20.30 401565 20.0
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