LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091691.D

Aca On : 16 Dec 2016 23:45

Operator : UM/SJ

Sample : H6121-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF120916.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 heiaht area % max. total
1 4.956 247 251 259 rVB 1812473 3251069 47.92% 5.485%
2 5.379 285 288 291 rBVY 5250837 6657408 98.13% 11.232%
3 6.419 376 379 382 rBVY 5362413 6578946 96.97% 11.100%
4 6.545 387 390 393 rVB 6562138 6477780 95.48% 10.929%
5 6.773 408 410 412 rBV 1693222 1413860 20.84% 2.385%
6 6.933 421 424 426 rBV 5213875 4966228 73.20% 8.379%
7 7.345 456 460 462 rBY 3261784 4137704 60.99% 6.981%
8 8.065 520 523 525 rBV 844488 1243340 18.33% 2.098%
9 8.865 591 593 596 rBV 190234 255463 3.77% 0.431%
10 9.139 614 617 619 rBY 7009519 6784233 100.00% 11.446%
11 9.333 631 634 636 rVB 50257 70233 1.04% 0.118%

12 9.402 636 640 642 rBV 72157 105956 1.56% 0.179%
13 9.471 644 646 647 rBvV 116979 112956 1.66% 0.191%
14 9.528 649 651 654 rvB 562020 565469 8.34% 0.954%
15 9.813 673 676 677 rBVY 2027136 2013623 29.68% 3.397%

16 9.836 677 678 681 rVB 81478 106510 1.57% 0.180%
17 10.248 713 714 716 rVB 109583 108115 1.59% 0.182%
18 10.476 730 734 737 rBV 36168 69224 1.02% 0.117%
19 10.602 742 745 747 rBV 3556227 4038198 59.52% 6.813%
20 10.728 754 756 760 rVB 133180 197698 2.91% 0.334%

21 11.174 793 795 796 rBV 117680 112656 1.66% 0.190%
22 11.288 803 805 809 rBV 1775848 1725103 25.43% 2.911%
23 11.825 850 852 857 rBv3 108361 175942 2.59% 0.297%
24 12.499 909 911 913 rBV 97073 95481 1.41% 0.161%
25 12.728 927 931 932 rBV 68754 112141 1.65% 0.189%

26 12.877 941 944 947 rBV 5160106 5011191 73.87% 8.455%
27 13.780 1020 1023 1027 rBV2 173547 237437 3.50% 0.401%
28 13.917 1033 1035 1038 rBV 1358202 1486930 21.92% 2.509%
29 15.323 1155 1158 1160 rBV 564387 667178 9.83% 1.126%
30 15.654 1185 1187 1189 rVB2 71570 99997 1.47% 0.169%

31 15.768 1195 1197 1199 rVB 82611 101560 1.50% 0.171%

32 15.814 1199 1201 1203 rVB2 109050 182251 2.69% 0.307%
33 15.860 1203 1205 1206 rBV2 55866 109003 1.61% 0.184%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091691.D

Aca On : 16 Dec 2016 23:45

Operator : UM/SJ

Sample : H6121-01

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 59270883
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF121616\
: BF091691.D

: 16 Dec 2016 23:45

: UM/SJ

: H6121-01

- 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

ABS58ES
6000000
5000000
4000000
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2000000
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Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF091691.D

10.60

11.29

10.2510.4: &73 11.1

A
LU B S B RN R B N B R S B B SN B B R

11.83
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12.5012,73 \___‘___

Time-->
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12.00
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AE55ES
6000000
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4000000
3000000

2000000

1000000

0

.78

TIC: BF091691.D

13.92

15.32

JINE -

Time-->

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091691.D

Aca On : 16 Dec 2016 23:45

Operator : UM/SJ

Sample : H6121-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3

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

4.96 45.99 ng 3251070 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 251 (4.956 min): BF091691.D (-247) (-) m/z 43.05 100.00%
a3
59
5000
101 MMM I S
4.60 4.80 500 5.20
83
S A< Y T Y R m/z 59.10 62.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.00 23.29%
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
- 460 480 500 520
5000 m/z 58.10 15.37%
29 101
15 73 83
W”TWTW_”TWWTWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R B
59 4.60 4.80 500 5.20
m/z 41.05 9.20%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I AR RS SN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091691.D

Aca On : 16 Dec 2016 23:45

Operator : UM/SJ

Sample : H6121-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.54 Concentration Rank 1

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

6.54 91.63 ng 6477780 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 390 (6.545 min): BF091691.D (-387) (-) m/z 132.00 100.00%
5000 68
6 BN LR R
40 _ 54 ‘ 75 104 6.20 6.40 6.60 6.80
..,....,....,...:,“!.‘.‘7:,:!..‘,3%:~.'.|,..':'.,..5.‘.7,....,.':..,.1.1:‘3.,....,'...,... m/z 68.10 47.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR R RS SRR
6.20 6.40 6.60 6.80
0
31 4 Sﬁ 78 m/z 134.00 33.64%
b1 | !
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 30.38%
33 44 97 105

70 78
51 60 86 115

wwwmmwmmm
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole R Ras m e
132 6.20 6.40 6.60 6.80
m/z 69.05 19.54%

5000
104
51 66 77
14 27 37445-58 | ' 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091691.D

Aca On : 16 Dec 2016 23:45

Operator : UM/SJ

Sample : H6121-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.73 2.29 ng 197698 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 756 (10.728 min): BF091691.D (-754) (-) m/z 57.10 100.00%

57

5000

10.40 10.60 10.80 11.00
m/z 71.10  70.54%

13 140

169184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57
5000 IIIIIIIIII|IIII|IIII|
A 85 10.40 10.60 10.80 11.00
m/z 43.10 61.90%
‘ h i L1183 141 169 282
.”,””P.”P”.P”q.”w””,””..”.”..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
e
85 10.40 10.60 10.80 11.00
5000 A m/z 85.10 46.81%
113
25 141 169 197212 240
W@WTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane R RREREAE
57 10.40 10.60 10.80 11.00
m/z 41.10 30.65%
85
5000
4
113
‘ ‘M L | 141 169 197 225 253268 296

I
...,....|....|....|....|....|....|....|....|.... R e R RARER L B o e L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091691.D

Aca On : 16 Dec 2016 23:45

Operator : UM/SJ

Sample : H6121-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Undecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.83 2.04 ng 175942 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 72
2 Amvl Nitrite 117 C5H11NO2 000110-46-3 35
3 Isobutvl 3-methvlbutvl disulfide 192 C9H20S2 075203-66-6 15
4 Dodecane 170 C12H26 000112-40-3 11
5 n-Butyl n-pentyl disulfide 192 C9H20S2 072437-52-6 11
Abundance Scan 852 (11.825 min): BF091691.D (-850) (-) m/z 73.00 100.00%
43 60 7B
5000 \\~\\,_~ﬁ_¢v~,v
129
> 97 192 IR S IR SO
115 143 157 171 213 11.60 11.80 12.00 12.20
m/z 60.00 87 .39%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #46616: Undecanoic acid
60 73
41
5000 29 L B B SULLLN B
129 nmnmnmnm
‘ 1m.u5 143 m/z 43.10 85.76%
,,1,6,,1\,,\4\2\,,\4\,uh, m s
m/z--> 200 40 60 100 120 140 160 180 200
Abundance
41
57 11560 11:80 12.00 12.20
5000 29 m/z 57.10 77 .93%
71
15 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #50905: Isobuty! 3-methylbuty! disulfide AR maa s
57 11.60 11.80 12.00 12.20
43 m/z 55.10 66.13%
5000 71 PV«PJLer«/Aj\ANMAAJV/\AﬂA
29 192
136
Ll L] o 0 s
m/z--> 25 45 65 85 160 150 150 1éo 1§o 260 ' 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091691.D

Aca On : 16 Dec 2016 23:45

Operator : UM/SJ

Sample : H6121-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2- Chloropropionic acid, oc... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.78 3.19 ng 237437 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
3 5-Eicosene. (BE)- 280 C20H40 074685-30-6 93
4 Cvclopentadecane 210 C15H30 000295-48-7 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1023 (13.780 min): BF091691.D (-1020) (-) m/z 57.10 100.00%
57 83
5000 PMA/VR~AvVPVA»NJ\“f,A\,AA
L BUASR PNR PUNL I B
200 224 267285 /7 8310 93 220
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57 83
5000 n R DAL AR UL IR B
1340 13.60 13.80 14.00
29 m/z 43.10 92.34%
139 250
AL in | ,‘\h, ;168 104 24 7T 27 360
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
13.40 13.60 13.80 14.00
5000 11 m/z 55.10 86.68%
29
139 168 101210 238 266 295
m/z--> 50 100 150 200 250 300 350
Abundance #106398: 5-Eicosene, (E)- e AREmEE RS
55 13.40 13.60 13.80 14.00
m/z 69.10 84 .54%
83
5000
29 111
LU L0l g | 1139 167 106 203 252 280
m/z--> 50 100 150 200 250 300 350 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091691.D

Aca On : 16 Dec 2016 23:45

Operator : UM/SJ

Sample : H6121-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 unknownl5.65 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.65 3.00 ng 99997 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-90-8 35
2 7-1sopropvl-10-methvl-1-oxo0-1.5-... 304 C14H2403S2 1000189-33-1 30
3 Benzamide. 4-Fluoro-N-(4-butoxvp... 287 C17H18FNO2 313276-33-4 30
4 2.10-Dodecadien-1-ol. 3.7.11-tri... 224 C15H280 020576-59-4 27
5 Spiro[4.5]decan-7-one, 1,8-dimet... 236 C15H2402 061050-91-7 25
Abundance Scan 1187 (15.654 min): BF091691.D (-1185) (-) m/z 95.10 100.00%
60 95 123
43
5000
151 179 207
239 276 304 327 LRI ML SO UL B
ok 355 3g5 15.40 15.60 15.80 16.00
il m/z 123.10 94.52%
m/z--> 50 100 150 200 250 300 350
Abundance #60267: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but...
95 123
41 191 S ——
5000 69 15.40 15.60 15.80 16.00
‘ 149 m/z 69.10 92.54%
m/z--> 50 100 150 200 250 300 350
Abundance
81
4 137 1540 15.60 15.80 16.00
5000 167 m/z 109.10 87.49Y%
105
61 188 211 243,53 286304
m/z--> 50 100 150 200 250 300 350
Abundance #110417: Benzamide, 4-fluoro-N-(4-butoxypheny!l)- A BT B S
123 15.40 15.60 15.80 16.00
m/z 55.05 87.25%
5000
95
a
Lol 148 203 231 p5 287
m/z--> 50 100 150 200 250 300 350 15.40 1560 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091691.D

Aca On : 16 Dec 2016 23:45

Operator : UM/SJ

Sample : H6121-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.77 3.04 ng 101560 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 64
2 Eilcosane 282 C20H42 000112-95-8 58
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 58
4 Hexadecane 226 C16H34 000544-76-3 58
5 Behenyl chloride 344 C22H45CI 042217-03-8 55

Abundance Scan 1197 (15.768 min): BF091691.D (-1195) (-) m/z 57.10 100.00%

57

85

5000

15.40 15.60 15.80 16.00
m/z 71.10 69.82%

207

143163 189 315 344

224943 264281

m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane
57
5000 85 l|llllllllllllllll|l
15.40 15.60 15.80 16.00
m/z 43.10 60.74%
29 113
\‘ Al h H\ Il H‘ l 141 169 197 225 268
L o e e L e ML L e e e o o sy e
m/z--> 50 100 150 200 250 300 350
Abundance
57
R A e e o
85 15.40 15.60 15.80 16.00
5000 m/z 85.10 59.04%
113
29 141 169 197 225 o253 282
— T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #82616: Tetradecane, 2,6,10-trimethyl- R e EEaE L
57 15.40 15.60 15.80 16.00
m/z 83.10 26.37%
5000 85
113 155
. \J\ bl 1137 \‘ 183 207225
e e e 77 R A e e o
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091691.D

Aca On : 16 Dec 2016 23:45

Operator : UM/SJ

Sample : H6121-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 D-Homoandrostane, (5.alpha.... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.81 5.46 ng 182251 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Homoandrostane. (5.alpha..l13.a... 274 C20H34 054482-31-4 91
2 cis-6-Ethvl-cis-4a.trans-8a-perh... 338 C20H3404 106864-11-3 25
3 2H-1-Benzopvran-5-ol. 2-methvl-2... 314 C21H3002 018793-28-7 15
4 2-Butvne-1.4-diol. 1.4-bis(2-fur... 218 C12H1004 151232-03-0 11
5 3,5,1,7-[1,2,3,4]Butanetetraylna... 276 C16H2004 075314-17-9 11
Abundance Scan 1201 (15.814 min): BF091691.D (-1199) (-) m/z 231.15 100.00%
231
5000
15.40 15.60 15.80 16.00 16.20
m/z 55.10 87 .79%
m/z--> 50 100 150 250 300 350 400
Abundance #103115 D- Homoandrostane (5.alpha.,13.alpha.)-
5 259
5000 R A S LR B
17 1540 15.60 15.80 16.00 16.20
1 177 m/z 69.10 80.06%
Illllh “ | |||||||||||||||||||||| W/WM
m/z--> 50 200 250 300 350 400
Abundance
55 95 206
156 265 LA SRR BN SN BN
128 15.40 15.60 15.80 16.00 16.20
5000 305 m/z 95.10 69.45%
29 177 237 338
75
m/z--> 50 100 150 200 250 300 350 400
Abundance #125196: 2H-1-Benzopyran-5-ol, 2-methyl-2-(4-methyl-3-pent... R BRE B e
231 15.40 15.60 15.80 16.00 16.20
m/z 43.10 62.13%
5000 4
69 174
s Lgee | o 4 e
m/z--> 50 100 150 200 250 300 350 400 1540 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091691.D

Aca On : 16 Dec 2016 23:45

Operator : UM/SJ

Sample : H6121-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl5.86 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.86 3.27 ng 109003  Perylene-d1i2 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Halazepam 352 C17H12CIF3N20 023092-17-3 45

2 7-Chloro-3-trifluoromethvlphenan... 324 C16H8CIF302 038635-83-5 15
3 Nickel. IT2.2"-T1.2-ethanedivlbi... 324 C16H14N2Ni02 014167-20-5 11
4 Aimalan-17-ol. 19.20-didehvdro-1... 324 C20H24N202 030171-06-3 11
5 3,3%"4,4"-Tetrachlorodiphenylsulfide 322 C12H6CI4S 076745-12-5 10
Abundance Scan 1205 (15.860 min): BF091691.D (-1203) (-) m/z 95.10 100.00%
57 % 324
207
5000 112 267
: T 189 2t 292 344
34 p27 RIS UL BN BN SN
65 15.60 15.80 16.00 16.20
m/z 57.10 80.36%
m/z--> 50 100 150 200 250 300 350
Abundance #141778: Halazepam
324
5000 LI UL SRR SR L
260 352 15.60 15.80 16.00 16.20
165 241 m/z 324.30 79.01%
— \‘ \H\ \h‘ \ H u u i u\ \H \h N\ \}189? ‘\ \222 ‘\‘H ??:8| L \306\| — Ih —
m/z--> 50 100 150 200 250 300 350
Abundance
324
15.60 15.80 16.00 16.20
5000 m/z 43.10 75.79%
45 69 244 279 307
97 122,49 174194 225
m/z--> " 's0 100 150 200 250 300 350
Abundance #129643: Nickel, [[2,2-[1,2-ethanediylbis(nitrilomethylid... e EAEE EE
324 15.60 15.80 16.00 16.20
m/z 83.10 72.86%
5000
164 191
58 78 147 ‘ ‘ ‘
|39| il ;ﬁQflf%hlt‘,m,ak N 296 i —— S ——
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121616\
Data File : BF091691.D

Acq On : 16 Dec 2016 23:45

Operator : UM/SJ

Sample : H6121-01

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4_.96 46.0 ng 3251070 1 6.77 1413860 20.0
unknown6 .54 6.54 91.6 ng 6477780 1 6.77 1413860 20.0
Eicosane 10.73 2.3 ng 197698 4 11.29 1725100 20.0
Undecanoic acid 11.83 2.0 ng 175942 4 11.29 1725100 20.0
2- Chloropropioni... 13.78 3.2 ng 237437 5 13.92 1486930 20.0
unknownl15.65 15.65 3.0 ng 99997 6 15.32 667178 20.0
Nonadecane 15.77 3.0 ng 101560 6 15.32 667178 20.0
D-Homoandrostane,... 15.81 5.5 ng 182251 6 15.32 667178 20.0
unknownl15.86 15.86 3.3 ng 109003 6 15.32 667178 20.0
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