LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090217\
Data File : BF098254.D

Acq On : 2 Sep 2017 19:08

Operator : SJ/JU

Sample : 15074-01

Misc :

ALS Vial : 12 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-BF081517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4.904 476 479 498 rVB 208172 305139 9.92% 1.216%
2 5.322 545 550 554 rBV 2646109 2953613 96.05% 11.771%
3 6.357 720 726 729 rBV 2718043 3074969 100.00% 12.254%
4 6.481 742 747 750 rBV 2800743 2889427 93.97% 11.515%
5 6.710 782 786 789 rBV 853240 649187 21.11% 2.587%
6 6.869 808 813 816 rBvV 2272077 2104873 68.45% 8.388%
7 7.281 877 883 886 rBvY 1710238 1841732 59.89% 7.340%
8 7.992 1000 1004 1007 rBV 959118 791729 25.75% 3.155%
9 9.069 1182 1187 1190 rBV 3003027 2772562 90.17% 11.049%
10 9.463 1250 1254 1259 rBV 302193 247151 8.04% 0.985%

11 9.745 1297 1302 1310 rBB 734802 694946 22.60% 2.770%
12 10.533 1431 1436 1439 rBV 1383937 1285263 41.80% 5.122%

13 10.651 1453 1456 1465 rBV 29433 37970 1.23% 0.151%
14 11.227 1550 1554 1557 rBV 694604 599124 19.48% 2.388%
15 12.433 1756 1759 1763 rVB 54998 45595 1.48% 0.182%
16 12.663 1792 1798 1801 rBV 56318 52660 1.71% 0.210%

17 12.816 1819 1824 1827 rBV 2272339 2199282 71.52% 8.765%
18 13.710 1972 1976 1984 rBV 215771 255906 8.32% 1.020%
19 13.857 1995 2001 2004 rBV 739436 739129 24 .04% 2.946%

20 14.033 2028 2031 2037 rBV7 22840 37764 1.23% 0.150%
21 14.345 2080 2084 2090 rBV 296771 355333 11.56% 1.416%
22 14.768 2153 2156 2160 rVB 51697 46514 1.51% 0.185%
23 14.868 2170 2173 2182 rBV 34697 64361 2.09% 0.256%
24 14.951 2183 2187 2188 rBV3 28017 32236 1.05% 0.128%

25 14.974 2188 2191 2198 rVB 72371 101059 3.29% 0.403%

26 15.274 2237 2242 2252 rVB 566152 700380 22.78% 2.791%

27 15.710 2312 2316 2321 rVB 27545 37788 1.23% 0.151%
28 15.762 2321 2325 2331 rBV9 19771 36996 1.20% 0.147%
29 16.439 2438 2440 2445 rVB4 24236 32001 1.04% 0.128%

30 19.080 2881 2889 2897 rBVS 39741 108137 3.52% 0.431%

Sum of corrected areas: 25092826
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090217\
Data File : BF098254.D

Acq On : 2 Sep 2017 19:08

Operator : SJ/JU

Sample : 15074-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090217\
Data File : BF098254.D

Acq On : 2 Sep 2017 19:08

Operator : SJ/JU

Sample : 15074-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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 4

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

4.90 9.40 ng 305139 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 478 (4.898 min): BF098254.D (-476) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 | 460 4.80 5.00 5.20
RV O N m/z 59.00 56.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR LA L SR
460 4.80 5.00 5.20
59 101 m/z 101.10 19.17%
0 2 s o1 | o g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.00 17 .04%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R B R e
59 460 4.80 5.00 5.20
31 m/z 41.10 10.27%
5000 41
73
0 'W'%?'P"'I”"I'”'?}"W""P"'I“g?l'“'%Q?”l"'W"'W""P"'I R L AR IS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090217\
Data File : BF098254.D

Acq On : 2 Sep 2017 19:08

Operator : SJ/JU

Sample : 15074-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.48 Concentration Rank 1

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

6.48 89.02 ng 2889430 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 747 (6.481 min): BF098254.D (-742) (-) m/z 132.10 100.00%
132
5000 68
40 ? 620 6.40 6.60 6.80
54 : : : :
o Tre |sus 77 e8.10  46.47%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RS SRR R L
6.20 6.40 6.60 6.80
2 51 78 m/z 134.10 32.65%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80
5000 gg 116 m/z 66.10 28.50%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 A
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R L W
132 6.20 6.40 6.60 6.80
m/z 69.10 17.99%
97
5000
70
31
0 a4 ‘ ﬁ? 86 | 106116
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090217\
Data File : BF098254.D

Acq On : 2 Sep 2017 19:08

Operator : SJ/JU

Sample : 15074-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.71 6.92 ng 255906 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 1976 (13.710 min): BF098254.D (-1972) (-) m/z 57.10 100.00%
57 83
5000 111 _ﬁ,,,\_MA,AQ_ﬂkMJx-~J\—nk~
AU BN SRR
139 230 13.40 13.60 13.80 14.00
ol oy 267, 200 | 281 | ‘m/z 83.05 98.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 BADARARANARAAIARAR ARSI
13.40 13.60 13.80 14.00
0,
s 5 m/z 97.05 88.18%
0::“|‘|‘|‘ “ ‘\\\\ |‘ |‘||l|||25|5|||||||||||||4|.0|6|
m/z--> 50 200 250 300 350 400
Abundance
57 83
13.40 13.60 13.80 14.00
5000 11 m/z 69.05 87 .92%
29
ol dl 4 P e 210 BBoe0 205
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol B e e
55 83 13.40 13.60 13.80 14.00
m/z 43.10 83.28%
5000 1
2 J LV/\U‘
ol LI A .167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090217\
Data File : BF098254.D

Acq On : 2 Sep 2017 19:08

Operator : SJ/JU

Sample : 15074-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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 3
R.T. EstConc Area Relative to ISTD R.T.
14.34 9.61 ng 355333 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 2083 (14.339 min): BF098254.D (-2080) (-) m/z 83.05 100.00%

g7

5000

:

14.00 14.20 14.40 14.60
m/z 57.10 97.31%

o 139 167 189007 239 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol

(61}

(3]

[o0]

w
%
'

5000 LA LI L L L L L L
14.00 14.20 14.40 14.60
29 m/z 69.10 86.19%
ol Lol 167 196 238 266 294
e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
b v A
14.00 14.20 14.40 14.60
5000 11 m/z 97.10 84.37%
29 139

167 196 224 252 280 308

58

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 T T T T
83 14.00 14.20 14.40 14.60
m/z 55.05 81.00%
- \_\/\___LM
o \“ ‘ 167 195 222 250 280 308 336
”w””“”.”” - AL ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 00 14. 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090217\
Data File : BF098254.D

Acq On : 2 Sep 2017 19:08

Operator : SJ/JU

Sample : 15074-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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 unknownl1l9.08 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.08 3.09 ng 108137 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropanemethanol, .alpha.,2-... 182 C12H220 121959-70-4 43
2 1-Cyclohexene-1-butanal, .alpha.... 208 C14H240 021632-06-4 41
3 Sesquirosefuran 218 C15H220 039007-93-7 38
4 d-Norandrostane (56.alpha.,14.alp... 246 C18H30 1000281-13-8 35
5 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I 1000195-85-9 35
Abundance Scan 2889 (19.080 min): BF098254.D (-2881) (-) m/z 69.00 100.00%

69 95109123

5000

N —
282 18.80 19.00 19.20 19.40

0 m/z 109.05 93.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47233: Cyclopropanemethanol, .alpha.,2-dimethyl-2-(4-meth...
69
41

g5 109

18.I8O 19.I00 19!20 19.I40
m/z 123.05 87.18%

5000

27 149164 1

83

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 g1 95 123
s e e
55 18.80 19.00 19.20 19.40
5000 109 150 m/z 95.05 83.66%
27 175 193208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75886: Sesquirosefuran B B o
69 123 18.80 19.00 19.20 19.40
m/z 81.10 70.09%
95
5000 41
149 218
Tl T ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090217\
Data File : BF098254.D

Acq On : 2 Sep 2017 19:08

Operator : SJ/JU

Sample : 15074-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.90 9.4 ng 305139 1 6.71 649187 20.0
unknown6 .48 6.48 89.0 ng 2889430 1 6.71 649187 20.0
Heptafluorobutyri... 13.71 6.9 ng 255906 5 13.86 739129 20.0
1-Heneicosanol 14_34 9.6 ng 355333 5 13.86 739129 20.0
unknown19 .08 19.08 3.1 ng 108137 6 15.27 700380 20.0
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