LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082861.D

Aca On : 10 Nov 2015 8:38

Operator : UM/I1Z

Sample : 64286-01

Misc :

ALS Vial : 32 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-BF110715.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 2.144 3 5 21 rVB 170915 464010 5.32% 0.629%
2 5.024 253 257 265 rVB 2488426 4178461 47.90% 5.663%
3 5.447 290 294 296 rBY 6807604 7511984 86.11% 10.180%
4 6.476 380 384 386 rBVY 6530406 8724110 100.00% 11.823%
5 6.601 392 395 397 rBVY 7222373 7558459 86.64% 10.243%
6 6.830 412 415 417 rBV 1869280 1665322 19.09% 2.257%
7 6.990 426 429 431 rVB 5667172 5975565 68.49% 8.098%
8 7.390 461 464 467 rBV 3816496 4758949 54.55% 6.449%
9 8.110 525 527 530 rBY 1821260 1969476 22.58% 2.669%
10 9.196 619 622 624 rVB 7643645 7741280 88.73% 10.491%

11 9.585 654 656 658 rBV 1841212 1556849 17.85% 2.110%
12 9.813 674 676 678 rVB 108558 87991 1.01% 0.119%
13 9.870 678 681 683 rBvV 2289935 2403080 27.55% 3.257%
14 10.316 716 720 721 rBV 94938 132472 1.52% 0.180%
15 10.659 746 750 752 rBV 4606835 5213473 59.76% 7.065%

16 10.785 759 761 765 rVB 132052 163470 1.87% 0.222%
17 11.230 796 800 802 rBV 103319 113412 1.30% 0.154%
18 11.345 808 810 813 rVB 2221421 2147321 24.61% 2.910%
19 11.882 855 857 862 rBvV3 55155 108157 1.24% 0.147%
20 12.774 932 935 938 rVvB2 214706 241620 2.77% 0.327%

21 12.934 946 949 952 rBV 4378875 6277351 71.95% 8.507%
22 13.471 994 996 999 rBV 141351 148566 1.70% 0.201%
23 13.848 1025 1029 1032 rBV2 172134 285928 3.28% 0.387%
24 13.985 1038 1041 1043 rBV 2260427 2100690 24.08% 2.847%
25 14.488 1082 1085 1092 rBV2 92503 189170 2.17% 0.256%

26 15.117 1137 1140 1142 rBV 112116 123653 1.42% 0.168%
27 15.425 1164 1167 1169 rBV 1226999 1553995 17.81% 2.106%
28 15.894 1206 1208 1211 rBV 57688 87540 1.00% 0.119%
29 17.220 1320 1324 1331 rBv4 68286 148873 1.71% 0.202%
30 17.894 1379 1383 1388 rVB6 62998 157171 1.80% 0.213%

Sum of corrected areas: 73788398
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082861.D

Aca On : 10 Nov 2015 8:38

Operator : UM/I1Z

Sample : 64286-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF082861.D
6.60

5.45
7000000 6.4

6000000 6.99
5000000
4000000 7.39
3000000

5.02
2000000 6.83 8.11

1000000

> 14
o e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF082861.D
9]20

7000000
6000000
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10.66 12.03
4000000
3000000
9.87 11.34 13.99
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1000000
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Abundance TIC: BF082861.D

7000000
6000000
5000000
4000000
3000000

2000000
15.43

1000000
12 15.89 17.22 17.89

e L e s O B B L P

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082861.D

Aca On : 10 Nov 2015 8:38

Operator : UM/I1Z

Sample : 64286-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Propane, 1,1-dimethoxy- Concentration Rank 4

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

2.14 5.57 ng 464010 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 74
2 2-Propanol. 1.1-dimethoxv- 120 C5H1203 042919-42-6 33
3 Ethane. 1.1.2-trimethoxv- 120 C5H1203 024332-20-5 28
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 27
5 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro2 005267-73-2 22

Abundance Scan 5 (2.144 min): BF082861.D (-3) (-) m/z 75.10 100.00%
79.1
5000 451 j\
U LR UL IR I I
57.1 2.20 2.30 2.40 2.50
o..,....,....-,:'..|.,...'.,....,~.::.,?f‘-.g.,....1,0.3.'9.,....,.... m/z 73.10 73.97%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #4671: Propane, 1,1-dimethoxy-
75.0
5000 29.0
2.20 2.30 2.40 2.50
m/z 45.10 40.14%
57.0
| | | 870 103.0
O'W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"
m/z--> 60 70 80 90 100 110 120
Abundance
75.0
220 230 240 250
5000 m/z 41.05 28.64%
310 47.0 57.0 89.0
0 1030 119.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8967: Ethane, 1,1,2-trimethoxy- R R AREN RS Ly e
75.0 2.20 2.30 2.40 2.50
m/z 47.05 21.76%
5000
3.0 470 590 89.0
o I al ] | 119.0
R U SR I UL SULR A IS UL WL B W U U UL IR I I
m/z--> 20 40 50 70 80 90 100 110 120 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082861.D

Aca On : 10 Nov 2015 8:38

Operator : UM/I1Z

Sample : 64286-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 50.18 ng 4178460 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 257 (5.024 min): BF082861.D (-253) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 IS N SRR U
| 83.1 | 2070 4.60 4.80 500 5.20 5.40
o USRNSSR SN P A S SN 3 £ m/z 59.10 60.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I N SRR U
4.60 4.80 500 5.20 5.40
59.0 m/z 101.10 18.77%
270 H g30 1010
0"'|”“'W"”|""H"“”“"|'“'|"“|""w"'|“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 500 520 5.40
5000 41.0 m/z 58.10 15.90%
87.0
15.0
G LA SR S S WL I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- T EAas pEEE TSR

59.0 460 4.80 5.00 5.20 5.40
m/z 41.10 9.41%

5000
41.0
101.0
0 2549 ‘ \‘ | ‘l l ‘ A\

m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082861.D

Aca On : 10 Nov 2015 8:38

Operator : UM/I1Z

Sample : 64286-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown6.60 Concentration Rank 1

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

6.60 90.77 ng 7558460 1,4-Dichlorobenzene-d4 6.83
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 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 395 (6.601 min): BF082861.D (-392) (-) m/z 132.10 100.00%
132.1
5000 68.1
401 541 ‘ %04 620 6.40 6.60 6.80 7.00
o.,....,....,“.'...,.'!..,:.'.'.|,...E.‘,l....,..I.,%??.l,.l.l.‘??....,"...,... m/z 68.10 51.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 A AR IR UL
6.20 6.40 6.60 6.80 7.00
210 510 m/z 134.10 34 _.47%
OW'”'A'AHJ'WH”'P'JI“Yﬁq”'P'”I“'W'”'P'”I“'W'”
m/z--> 20 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 32.69%
33.0 44.0 0.0 105.0
o 600 7 g0.0 115.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2743: 2-Cyclohexen-1-one T RAREAEEREE S
64.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 21.09%
5000
96.0
40.0
20|, %o 810
O e e e e HLAo oo i RO e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082861.D

Aca On : 10 Nov 2015 8:38

Operator : UM/I1Z

Sample : 64286-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.77 2.30 ng 241620 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 58
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 27
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 25
Abundance Scan 935 (12.774 min): BF082861.D (-932) (-) m/z 56.05 100.00%
56.0

5000

%

12.40 12.60 12.80 13.00

0 m/z 57.10 58.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000 LA L L L L L L L L L
12.40 12.60 12.80 13.00
29.0 m/z 43.05 43.11%
83 0 129 0 257.0
0 |l ‘ H Ao bl i 157.0 185 0 213 0 | \\ 283.0 312 0
”q””,u..”.”..””P”..”.””.”..”.””.”..”.””P”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
B R o o O
12.40 12.60 12.80 13.00
5000 m/z 41.10 36.01%
29.0
83.0 129.0
157.0 185.0 213.0 257'0281.0 312.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12423: Nipecotic acid RS s Bt
12.40 12.60 12.80 13.00
m/z 257.30 35.21%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12. 60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082861.D

Aca On : 10 Nov 2015 8:38

Operator : UM/I1Z

Sample : 64286-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.85 2.72 ng 285928 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 90
2 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 90
3 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 87
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 74
5 1-Pentadecanol 228 C15H320 000629-76-5 68
Abundance Scan 1029 (13.848 min): BF082861.D (-1025) (-) m/z 57.10 100.00%
51.1
. i J\‘__,_M
S "' 13.60 13.80 14.00 14.20
ol ,..”,....,”..,...w....,.”.,...w....,.”., m/z 43.10 79.59%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0
13. 60 13. 80 14. oo 14. 20
m/z 55.10 62.39%
25.0
oL ‘h‘Md\t > 167.0 2100  267.0307.0 490.0
m/z--> §0 160 1%0 260 2%0 360 3éo 460 4éo '
Abundance
43.0
"' 13.60 13.80 14.00 14.20
5000 m/z 83.05 60.53%
83.0
o 125.0 167.0205.0 252.0
m/z--> §0 160 1%0 260 2%0 360 3éo 460 4éo '
Abundance #65764: 2-Ethyl-1-dodecanol LB me oo
57.0 13.60 13.80 14.00 14.20
m/z 71.10 57.83%
5000
97.0
0 ‘l J 168.0 Nh_AﬂJx\v_,JAL-~_ﬂj\vww
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&'30 4(')0 4éo ' 13. 60 13. 80 14. oo 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082861.D

Aca On : 10 Nov 2015 8:38

Operator : UM/I1Z

Sample : 64286-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknownl17.89 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.89 2.02 ng 157171 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene. 1.2.3.5.6.7.8.8a-octahy... 204 C15H24 003691-11-0 42
2 _.beta.-Humulene 204 C15H24 000116-04-1 40
3 4-(1.3.3-Trimethvl-bicvclol4.1.0... 206 C14H220 077143-31-8 38
4 1-Naphthalenepropanol. .alpha.-e... 306 C20H3402 004549-12-6 38
5 Azulene, 1,2,3,3a,4,5,6,7-octahy... 204 C15H24 022567-17-5 30
Abundance Scan 1383 (17.894 min): BF082861.D (-1379) (-) m/z 109.10 100.00%
81.0 [109.1 205.1
55.1
135.0
5000
161.2

245.2

2831 3133 17.60 17.80 18.00 18.20
0 m/z 95.10 98.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58874: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7...

17!60 17.I80 18.I00 18.I20
m/z 81.05 86.75%

5000

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
107.0
R REAEE mamma S
410 81.0 17.60 17.80 18.00 18.20
5000 ’ 133.0 204.0 m/z 205.10 81.92%

161.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60252: 4-(1,3,3-Trimethyl-bicyclo[4.1.0]hept-2-yl)-but-3-... - EEEmE R s maa
109.0 17.60 17.80 18.00 18.20

m/z 107.10 80.75%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110915\
Data File : BF082861.D

Acq On : 10 Nov 2015 8:38

Operator : UM/1Z

Sample - G4286-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
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]
Propane, 1,1-dime... 2.14 5.6 ng 464010 1 6.83 1665320 20.0
2-Pentanone, 4-hy... 5.02 50.2 ng 4178460 1 6.83 1665320 20.0
unknown6 .60 6.60 90.8 ng 7558460 1 6.83 1665320 20.0
Hexadecanoic acid... 12.77 2.3 ng 241620 5 13.99 2100690 20.0
17-Pentatriacontene 13.85 2.7 ng 285928 5 13.99 2100690 20.0
unknownl17 .89 17.89 2.0 ng 157171 6 15.43 1554000 20.0
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