LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095690.D

Acq On : 6 Jun 2017 00:17

Operator : SJ/MA

Sample - 13462-01

Misc :

ALS Vial : 15 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-BF060517 .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 1.602 8 11 33 rBY 822361 1585438 50.48% 5.880%
2 4.619 519 524 546 rBvV 135172 413355 13.16% 1.533%
3 5.301 635 640 675 rBV 1684307 2854297 90.89% 10.586%
4 6.960 916 922 933 rBV 1626947 2574210 81.97% 9.548%
5 7.054 933 938 948 rVB 1945828 2807026 89.38% 10.411%
6 7.395 992 996 1013 rBB 366589 489456 15.59% 1.815%
7 7.636 1031 1037 1054 rBV 1619176 2077010 66.14% 7.703%
8 8.313 1146 1152 1176 rBV 1138947 1661608 52.91% 6.163%
9 9.425 1337 1341 1354 rBV 613137 785374 25.01% 2.913%
10 11.213 1637 1645 1656 rBV 2355806 3140425 100.00% 11.648%

11 11.901 1756 1762 1769 rBV 380060 462443 14.73% 1.715%
12 12.248 1815 1821 1827 rBV2 585780 706757 22.51% 2.621%
13 13.542 2036 2041 2049 rBV 1187404 1620514 51.60% 6.010%
14 13.877 2094 2098 2108 rVB 32405 45300 1.44% 0.168%
15 14.636 2224 2227 2236 rVB2 573255 733597 23.36% 2.721%

16 15.654 2394 2400 2409 rBV 127077 165844 5.28% 0.615%
17 16.753 2583 2587 2595 rBV3 34061 54006 1.72% 0.200%
18 17.012 2625 2631 2635 rVB 1898399 2219467 70.67% 8.232%
19 18.265 2840 2844 2851 rBV 93101 150430 4._.79% 0.558%
20 18.348 2854 2858 2868 rVB 556824 611304 19.47% 2.267%

21 19.065 2977 2980 2986 rBV3 25095 40872 1.30% 0.152%
22 19.789 3096 3103 3110 rBVZ2 43219 93320 2.97% 0.346%
23 20.012 3135 3141 3149 rBV 456759 596503 18.99% 2.212%
24 20.289 3185 3188 3194 rBVS 19650 39350 1.25% 0.146%
25 20.641 3245 3248 3252 rBV 27158 34125 1.09% 0.127%
26 21.053 3313 3318 3324 rBVS 20332 45030 1.43% 0.167%
27 21.594 3404 3410 3417 rBVS 64659 165612 5.27% 0.614%
28 21.677 3420 3424 3428 rBV7 17064 31852 1.01% 0.118%
29 21.794 3440 3444 3452 rVB7 27745 62239 1.98% 0.231%
30 21.883 3456 3459 3465 rVB7 21694 37000 1.18% 0.137%
31 22.330 3531 3535 3544 rVBS8 39327 76725 2.44% 0.285%

32 22.918 3628 3635 3647 rVB7 79685 219543 6.99% 0.814%
33 23.053 3650 3658 3668 rVB6 135743 361902 11.52% 1.342%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095690.D

Acq On : 6 Jun 2017 00:17

Operator : SJ/MA

Sample - 13462-01

Misc :

ALS Vial : 15 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 26961934
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095690.D

Acq On : 6 Jun 2017 00:17

Operator : SJ/MA

Sample - 13462-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095690.D

2000000 7.05

5.30 6.9 7.64

1500000

8.31

1000000 | 60

500000 7.40

4.62

T T T T
6.00 6.50 7.00 7.50

T T T T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: BF095690.D
11.21

T
8.00 8.50

2000000

1500000
13.54

1000000

9.42 12.25 14.64
500000 11.90

15.65
13.88

O e L N L e e e o o L o e e e e o e L e L e s o e o e e ML s e

Time--> 9.50 10.00 10.50 11.00 1150 12.00 12.50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50
Abundance TIC: BF095690.D

2000000 17.01

1500000

1000000

18.35
500000 20.01

05

fe75 18.27 19.07 1979 || 2029 2064 2105 2bbfgyes 2233 22
e e e B L e e

Time--> 17.00 1750 18.00 1850 19.00 1950 20.00 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095690.D

Acq On : 6 Jun 2017 00:17

Operator : SJ/MA

Sample - 13462-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.62 16.89 ng 413355 1,4-Dichlorobenzene-d4 7.40
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 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 524 (4.619 min): BF095690.D (-519) (-) m/z 43.00 100.00%
43
59
5000
101 LU SR LR
51| 83 | 420 4.40 4.60 4.80 5.00
N K — m/z 59.10 59.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LU SR LR
59 420 4.40 4.60 4.80 5.00
m/z 101.10 21.33%
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
420 440 460 480 500
5000 M m/z 58.00 16.12%
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 T e
43 420 4.40 4.60 4.80 5.00
m/z 41.10 9.74%
5000 f\Hﬂ
55
b Tl | es7 8 o8 "
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 420 440 4.60 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095690.D

Acq On : 6 Jun 2017 00:17

Operator : SJ/MA

Sample - 13462-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 3 unknown7.05 Concentration Rank 1

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

7.05 114.70 ng 2807030 1,4-Dichlorobenzene-d4 7.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 937 (7.048 min): BF095690.D (-933) (-) m/z 132.00 100.00%
5000 68
© s || o Taoms | ok b 750 T
Ol gl 7 87 L 3O1S L m/z 68.05 39.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R N R A R
6.80 7.00 7.20 7.40
2 51 78 m/z 134.00 32.22%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.0
5000 67 m/z 66.00 23.12%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e RaE
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 15.22%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I VL
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095690.D

Acq On : 6 Jun 2017 00:17

Operator : SJ/MA

Sample - 13462-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.65 4.52 ng 165844 Phenanthrene-d10 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 18
Abundance Scan 2399 (15.648 min): BF095690.D (-2394) (-) m/z 73.00 100.00%
60 7B
5000 199 149 /L

171185 199 213 15.40 15.60 15.80 16.00
0 m/z 43.10 93.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000 129 T T T
15.40 15.60 15. 80 16 00

m/z 60.00 84 .65%

213
143 157171 185 199

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R RREEs et SRS
15.40 15.60 15.80 16.00
5000 - 129 m/z 57.00 83.96%
87 15 oh 214
101 143157 | 185
O T T T e T e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73 15.40 15.60 15.80 16.00
43 m/z 55.00 68.64%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199
ol \ 0 el 1 T N
m/z--> 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095690.D

Acq On : 6 Jun 2017 00:17

Operator : SJ/MA

Sample - 13462-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 8
R.T. EstConc Area Relative to ISTD R.T.
18.27 4.92 ng 150430 Chrysene-di12 18.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Heptadecanol-1 256 C17H360 001454-85-9 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
4 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87

Abundance Scan 2845 (18.271 min): BF095690.D (-2840) (-) m/z 57.10 100.00%

57 g3

:

5000 4
111
139 166 18.00 18.20 18.40 18.60
(o} m/z 43.00 86.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol

55 83

:

18.I00 18!20 18.I4O 18!60
m/z 83.05 83.06%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
41 18.00 18.20 18.40 18.60
5000 11 m/z 55.10 77.46%
oL 28 126 154 182 210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester AR RE RaEas B
4 18.00 18.20 18.40 18.60

m/z 97.05 74 .25%

69

5000

125

153168 196

224

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095690.D

Acq On : 6 Jun 2017 00:17

Operator : SJ/MA

Sample - 13462-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.79 3.13 ng 93320 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 2-methyltetracosane 352 C25H52 1000376-72-6 90
Abundance Scan 3103 (19.789 min): BF095690.D (-3096) (-) m/z 57.10 100.00%

5000

19.40 19.60 19.80 20.00 20.20

0 m/z 71.05 61.22%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
57
5000 LA B L L L L L L L LB

19. 40 19. 60 19. 80 20. OO 20. 20
99 m/z 43.05 49._45%

”d 141 183 205 281 337 394

O T e e e T e e T T e T T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R o R e R
19.40 19.60 19.80 20.00 20.20
5000 m/z 85.05  48.90%

99
26 141 183 225 267 309 380

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R o RBEEE R
57 19.40 19.60 19.80 20.00 20.20
m/z 41.00 25.64%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 19. 40 19. 60 19. 80 20. OO 20. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095690.D

Acq On : 6 Jun 2017 00:17

Operator : SJ/MA

Sample - 13462-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 unknown21.59 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.59 5.55 ng 165612 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Cholene, 3,24-dihydroxy- 360 C24H4002 1000251-69-2 22
2 5_beta.,6.beta.-Epoxy-7-bromocho... 478 C27H43Br02 104825-82-3 14
3 5-(1-Benzoxazolyl)-2(1H)-pyrimid... 213 C11H7N302 349488-95-5 10
4 Butanoic acid, carbonitrile, 2-(... 205 C10H8FN30 1000264-41-0 10
5 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 10
Abundance Scan 3409 (21.588 min): BF095690.D (-3404) (-) m/z 43.10 100.00%
105
5000
255 303 329 381 414 e
21.20 21.40 21.60 21.80 22.00
0 m/z 55.00 77.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #190889: 5-Cholene, 3,24-dihydroxy-
55
81
5000 107 295 LRI NS SUNILR I
21.20 21.40 21.60 21.80 22.00
‘ 147 342 m/z 105.00 72 .50%
2 173 201 228
0 . |“ I‘ I\I‘ ‘:M J “‘l “I\ ‘\:HH "““l \Um I\L\ l \hl in I\ml ‘hlu . ‘: I\‘ r |3?1| L I‘h | —
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
399 LRI NS SUNIA I
21.20 21.40 21.60 21.80 22.00
5000 a1 m/z 41.00 60.31%
105 227
139
. 173 199 261 285
mz-> 50 100 150 200 250 300 350 400
Abundance #71828: 5-(1-Benzoxazolyl)-2(1H)-pyrimidinone B EEE e e
159 213 21.20 21.40 21.60 21.80 22.00
m/z 57.05 56 .55%
63
5000
38 103 ’ 185
o ,JLLJMJ.,@@\Im,ll'f}gyI‘l , ] I I
m/z--> 50 100 150 200 250 300 350 400 21.20 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095690.D

Acq On : 6 Jun 2017 00:17

Operator : SJ/MA

Sample - 13462-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 unknown21.79 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.79 2.09 ng 62239 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(2,3-Dihydro-benzo[1l,4]dioxine... 287 C11H13NO6S 1000318-14-7 30
2 _alpha.-[[1,6-Dihydro-6-oxopurin... 302 C13H10N403S 1000213-14-9 30
3 4-(2,3-Dihydro-benzo[1,4]dioxine... 301 C12H15NO6S 1000317-98-5 25
4 Phosphonic acid, [1-methyl-1-[[[-.-- 328 C15H25N204P 1000350-82-9 22
5 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 15
Abundance Scan 3443 (21.788 min): BF095690.D (-3440) (-) m/z 107.00 100.00%
107 204
70
5000{ 41
9 N —
21.40 21.60 21.80 22.00 22.20
0! m/z 204.10 97 .42%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133283: 3-(2,3-Dihydro-benzo[1,4]dioxine-6-sulfonylamino)...
135 199
88
287
5000
51 107 21.40 21.60 21.80 22.00 22.20
151 m/z 133.00 65.52%
‘ ‘ 183 ‘ 228
ol ‘,“r.v‘.,‘..‘..w.... S VUMD ) 'S N S NN N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
135
o1 107 LU NI SRS SURSN I
21.40 21.60 21.80 22.00 22.20
5000 m/z 135.10 63.37%
302
63 168
269
. » 150 225 285
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #145166: 4-(2,3-Dihydro-benzo[1,4]dioxine-6-sulfonylamino)... B EEE e e
135 199 21.40 21.60 21.80 22.00 22.20
102 m/z 153.00 61.98%
51
5000
79
301
31\\\ Y s ‘ 4
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 21.40 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095690.D

Acq On : 6 Jun 2017 00:17

Operator : SJ/MA

Sample - 13462-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 unknown22.33 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.33 2.57 ng 76725 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-4-methyl-3-pyridinol 124 C6H8N20 020348-18-9 43
2 Tropacocaine 245 C15H19N02 000537-26-8 38
3 Benzenemethanol, 3-hydroxy- 124 C7H802 000620-24-6 38
4 Acetamide, 2-[2-(5-methylfuran-2... 289 C15H15N0O3S 1000259-79-3 38
5 Pyrazine, 2-methoxy-5-(2-methylp... 166 C9H14N20 036330-05-9 27
Abundance Scan 3535 (22.330 min): BF095690.D (-3531) (-) m/z 124.10 100.00%
4
5000
22.00 22.20 22.40 22.60
0 m/z 229.20 54_.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #10338: 2-Amino-4-methyl-3-pyridinol
124
5000 95
22.00 22.20 22.40 22.60
52 m/z 95.10 52.81%
Ouu‘h‘u“l“‘”‘u“‘ﬁ“u“u‘||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
22.00 22.20 22.40 22.60
5000 82 m/z 55.00 42 .91%
42 245
0""I""I""I""""""""I""I"
m/z--> 50 100 150 200 250 300 350 400
Abundance #10448: Benzenemethanol, 3-hydroxy- e AREEEEEaSEE
124 22.00 22.20 22.40 22.60
95 m/z 43.10 34 .53%
5000
39
Ol&nJMﬂ n e
m/z--> 50 150 200 250 300 350 400 2200 22.20 22,40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095690.D

Acq On : 6 Jun 2017 00:17

Operator : SJ/MA

Sample - 13462-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 unknown22.92 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.92 7.36 ng 219543 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Methanonaphthalene, 6,7-diet... 206 C15H26 016539-02-9 27
2 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 27
3 Cyclohexanone, 2,3,3-trimethyl-2._._. 206 C14H220 069296-90-8 25
4 2-Hydroxy-6-methyl-6,7-dihydro-9... 193 C10H11NO3 1000210-15-9 22
5 Pyrimidine, 4-amino-2-methoxy- 125 C5H7N30 003289-47-2 14
Abundance Scan 3635 (22.918 min): BF095690.D (-3628) (-) m/z 95.05 100.00%

5000

323342 22.60 22.80 23.00 23.20

259275

0 m/z 109.10 87 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #66221: 1,4-Methanonaphthalene, 6,7-diethyldecahydro-, cis-
95
67
41 137 177
5000 LA L L L L L LB B |
22.60 22.80 23.00 23.20
121 206 m/z 69.05 86.76%
ok ‘L“”M.MNAJ.HMWHHM%§QHJ”..””.”..”.””.”..”.“”“.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
69
A REEEEEaSS
22.60 22.80 23.00 23.20
5000 109 m/z 96.05 80.98%
91

133151 47 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #66171: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but... e
22.60 22.80 23.00 23.20
m/z 125.00 77.05%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 22.60 22.80 23. 00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095690.D

Acq On : 6 Jun 2017 00:17

Operator : SJ/MA

Sample - 13462-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.05 12.13 ng 361902 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-o0x0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 91
2 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 55
3 Caparratriene 206 C15H26 1000374-08-7 49
4 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 42
5 Neopentylidenecyclohexane 152 C11H20 039546-80-0 42
Abundance Scan 3657 (23.047 min): BF095690.D (-3650) (-) m/z 69.10 100.00%
8 o
5000{ 41
" 22:80 23.00 23,20 23.40
(o} m/z 95.05 80.91%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan

22.I80 23.IOO 23.I20 23.I4O
m/z 109.10  79.88%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 95
e R
67 123 22.80 23.00 23.20 23.40
5000 m/z 81.05 72 .88%
147 218
175
0 25 191
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66196: Caparratriene b RREmE EE e
4 22.80 23.00 23.20 23.40

121 m/z 55.05 70.03%

5000

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 22.80 23.00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095690.D

Acq On : 6 Jun 2017 00:17

Operator : SJ/MA

Sample - 13462-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.62 16.9 ng 413355 1 7.40 489456 20.0
unknown? .05 7.05 114.7 ng 2807030 1 7.40 489456 20.0
n-Hexadecanoic acid 15.65 4.5 ng 165844 4 14.64 733597 20.0
1-Heneicosanol 18.27 4.9 ng 150430 5 18.35 611304 20.0
Octacosane 19.79 3.1 ng 93320 6 20.02 596503 20.0
unknown21 .59 21.59 5.5 ng 165612 6 20.02 596503 20.0
unknown21.79 21.79 2.1 ng 62239 6 20.02 596503 20.0
unknown22 .33 22.33 2.6 ng 76725 6 20.02 596503 20.0
unknown22 .92 22.92 7.4 ng 219543 6 20.02 596503 20.0
5-Bromo-4-oxo0-4,5... 23.05 12.1 ng 361902 6 20.02 596503 20.0
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