LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088661.D

Aca On : 3 Jul 2016 21:52

Operator : UM/SJ

Sample : H3817-05

Misc :

ALS Vial : 23 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-BF063016.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 1.644 3 5 8 rvVB 4841214 6886871 100.00% 19.325%
2 1.850 21 23 36 rvv 148194 219693 3.19% 0.616%
3 2.032 36 39 42 rVB 61463 86861 1.26% 0.244%
4 3.027 124 126 143 rBvV 77291 150136 2.18% 0.421%
5 4.958 292 295 301 rBV 183540 270376 3.93% 0.759%
6 5.381 329 332 335 rBVY 2677662 2950637 42.84% 8.280%
7 6.422 420 423 425 rBVY 2829954 3245729 47 .13% 9.108%
8 6.547 431 434 437 rBV 2507290 3240269 47 .05% 9.092%
9 6.787 452 455 456 rBV 586724 705951 10.25% 1.981%
10 6.936 466 468 471 rVB 2077163 2373790 34.47% 6.661%

11 7.347 501 504 506 rBV 1889610 1961475 28.48% 5.504%
12 8.067 564 567 569 rBV 1083000 942669 13.69% 2.645%
13 9.142 658 661 664 rBB 2516376 2967055 43.08% 8.326%
14 9.542 693 696 698 rBvV 295764 374574 5.44% 1.051%
15 9.816 717 720 722 rBV 1176169 1026935 14.91% 2.882%

16 10.605 786 789 791 rBV 1927338 2145501 31.15% 6.020%
17 11.176 837 839 841 rBvV 107718 100451 1.46% 0.282%
18 11.291 847 849 851 rvB 1191063 1022523 14.85% 2.869%
19 11.359 851 855 859 rvB4 29358 70232 1.02% 0.197%
20 12.879 985 988 990 rBV 2725637 2562338 37.21% 7.190%

21 13.554 1045 1047 1049 rBvV 160747 136301 1.98% 0.382%
22 13.759 1062 1065 1066 rBV 108386 133731 1.94% 0.375%
23 13.817 1066 1070 1076 rVvVv 83142 215586 3.13% 0.605%
24 13.919 1076 1079 1081 rVB 888852 948043 13.77% 2.660%
25 14.468 1124 1127 1137 rBV 25280 69414 1.01% 0.195%

26 14.765 1151 1153 1156 rBV 90958 113080 1.64% 0.317%
27 15.302 1197 1200 1203 rBV 480831 716978 10.41% 2.012%

Sum of corrected areas: 35637199
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088661.D

Aca On : 3 Jul 2016 21:52

Operator : UM/SJ

Sample - H3817-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088661.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088661.D

Aca On : 3 Jul 2016 21:52

Operator : UM/SJ

Sample - H3817-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl.64 Concentration Rank 1

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

1.64 195.11 ng 6886870 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

Abundance Scan 5 (1.644 min): BF088661.D (-3) (-) m/z 73.10 100.00%
7B
43
5000 89
. - 170 180 1.90 200
o R S m/z 43.10 53.90%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 HRSAR IR UL R L I
1.70 1.80 1.90 2.00
a1 89 m/z 89.10 36.60%
UnmanRans I'?§M“"'??M"”'“I '“??l' "'ll T ""M T T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
HRSAR IR UL R L I
1.70 1.80 1.90 2.00
5000 m/z 41.10 10.31%
45
29
o 39 S a7 101
LRI IR S UL SR SURLELL AR SUR L IURL S S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #733: N-Ethylformamide AR RRREEE ST
30 73 1.70 1.80 1.90 2.00
m/z 45.10 8.64%
5000
58
44
o Pl 88yl 51 L /\
LR IR S UL SR SURLELL S SURLLEL S SUR S S HRSAR IR UL R U I
m/z--> 10 20 30 40 50 60 70 8 90 100 1.70 1.80 1.90 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088661.D

Aca On : 3 Jul 2016 21:52

Operator : UM/SJ

Sample - H3817-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : 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 Propane, 1,1-dimethoxy- Concentration Rank 11

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

2.03 2.46 ng 86861 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 14
3 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Br02 005267-73-2 10
4 1.3-Dioxolane. 2-(chloromethvl)- 122 C4H7CI02 002568-30-1 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 39 (2.032 min): BF088661.D (-36) (-) m/z 75.10 100.00%
75
5000 45
| | s 180 200 220 240
O L B I m/z 73.10 73.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 U A R L I
45 1.80 2.00 220 2.40
31 m/z 45.10 36.64%
0...1.5|....|...5.7|....|.8.8..]|-0.3...|....|....|....|..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73
180 200 220 240
5000 m/z 41.10 26.03%
45
29
55 101
e L L B S L UL LA UL LS B W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45849: 1,3-Dioxolane, 2-(1-bromoethyl)- T
73 1.80 2.00 220 2.40
m/z 47.10 21.45%
5000
45
27
0 Lol ST 89 107 119 135 179
LN S UL UL FUELELELA DAL UL AR UARLLEN S
m/z--> 20 40 60 80 100 120 140 160 180 1.80 2.00 220 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088661.D

Aca On : 3 Jul 2016 21:52

Operator : UM/SJ

Sample - H3817-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 R-(-)-1,2-propanediol Concentration Rank 7

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

3.03 4.25 ng 150136 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propnanediol 76 C3H802 004254-14-2 64
2 Propvlene Glvcol 76 C3H802 000057-55-6 9
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 9
4 Propanoic acid. 2-hvdroxv-. meth... 104 C4H803 002155-30-8 9
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9

Abundance Scan 126 (3.027 min): BF088661.D (-124) (-) m/z 45.10 100.00%
45
5000
4 57 61 2.80 3.00 3.20 3.40
o..,....,....,....,....,....,....,..?’.9,.:4..':...,....,.:..,!...,....,....,....,...., m/z 43.10 18.16%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #944: R-(-)-1,2-propanediol
45
5000 U U R TR I
2.80 3.00 3.20 3.40
29 m/z 61.00 6.66%
o 12851 25 3 3042 gy5761 76
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
280 3.00 3.20 3.40
5000 m/z 44.10 5.44%
29 61
o 1519 26 33363942 53 57 7376
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #294: 1sopropy! Alcohol B
45 2.80 3.00 3.20 3.40
m/z 42.10 3.13%
5000
15 19 27 31 41 59
O”P”W””L“h””ﬂ”h“”PﬁW““'”W””P”“””P“W””P”W””I U U L TR I
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088661.D

Aca On : 3 Jul 2016 21:52

Operator : UM/SJ

Sample - H3817-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

4.96 7.66 ng 270376 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 295 (4.958 min): BF088661.D (-292) (-) m/z 43.10 100.00%
a3
59
5000
101 AR N UL SR
| 83 | 207 4.60 4.80 5.00 5.20
ot e e e m/z 59.10 59.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR VLR SRR
59 460 480 500 520
m/z 101.10 19.79%
15 4 101
M 1y ' 83 L ‘
R L I S L S SIS S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
460 480 500 520
5000 m/z 58.10 16.78%
101
15 31 %8 60 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e B &
50 4.60 4.80 5.00 5.20
m/z 41.10 8.98%
5000 41
o [l s 126 14
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088661.D

Aca On : 3 Jul 2016 21:52

Operator : UM/SJ

Sample - H3817-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.55 Concentration Rank 2

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

6.55 91.80 ng 3240270 1,4-Dichlorobenzene-d4 6.79
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 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 434 (6.547 min): BF088661.D (-431) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 620 6.40 6.0 680
104 . . . .
o.,....,....ll!.‘.‘?,:...,.!.'.|,....,..f.‘?,...|~.,....,.1.1?.,....,'...,.. m/z 68.10  49.49%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 USRS R SN
6.20 6.40 6.60 6.80
78 m/z 134.00 32.87%
31 a4 51
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.10 31.82%
33 am g7 105
51 60 70 78 g 115
O R R ot o B e AR ARa R
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R B AR R o
132 6.20 6.40 6.60 6.80
m/z 69.10 20.05%
5000
92
o273 Sl s \ m L
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088661.D

Aca On : 3 Jul 2016 21:52

Operator : UM/SJ

Sample - H3817-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl3.55 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.55 2.88 ng 136301 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(3.3.6a-Trimethvl-l1a.2.3.5.6a.... 220 C14H2002 1000190-30-6 32
2 3-Buten-2-one. 4-(2.6.6-trimethv... 192 C13H200 014901-07-6 22
3 Benzeneacetonitrile. 3.4-dimethoxv- 177 C10H11NO2 000093-17-4 14
4 Bicvclol2.2.1Theptane-2-carboxam... 328 C19H24N20S 1000270-21-2 11
5 5-Aminomethylene-6-hydroxy-4-met... 177 C8H7N302 1000223-27-4 10
Abundance Scan 1047 (13.554 min): BF088661.D (-1045) (-) m/z 177.20 100.00%
95 177
313
5000 121
55
161 AR AR AR AR
7 1 203 13.20 13.40 13.60 13.80
o} m/z 95.05 80.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #77438: 1-(3,3,6a-Trimethyl-1a,2,3,5,6a,6b-hexahydro-1H-6-...
95 177
5000
43 121 13.20 13.40 13.60 13.80
69 m/z 313.30 64 .72%
S P O .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
177
43 NN SRR U I
13.20 13.40 13.60 13.80
5000 m/z 189.15 53.97%
15 91 123
0 65 149 193
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #43156: Benzeneacetonitrile, 3,4-dimethoxy- B B
177 13.20 13.40 13.60 13.80
m/z 121.10 47 .33%
5000
107
134
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088661.D

Aca On : 3 Jul 2016 21:52

Operator : UM/SJ

Sample - H3817-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl3.76 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.76 2.82 ng 133731 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-T(Bicvclol4.1.0lheptane-7-carb... 287 C17H21NO3 1000297-42-7 38
2 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-90-8 38
3 Dispirol2.2.5.0lundecan-4-one. 5... 220 C15H240 1000152-13-8 27
4 Cyclohexene. 3-methvl-6-(1-methv... 138 C10H18 005256-65-5 25
5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 25
Abundance Scan 1065 (13.759 min): BF088661.D (-1062) (-) m/z 123.10 100.00%
3

5000

13.40 13.60 13.80 14.00

0 m/z 109.10 83.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133781: 4-[(Bicyclo[4.1.0]heptane-7-carbonyl)-amino]-benz...
‘.3
55
95
5000 165

13.40 13.60 13.80 14.00
&) 287 m/z 95.10 77.44%

\H W 146 | 1ge 207 242559

I

N~ N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95 128
13.40 13.60 13.80 14.00
41 191 0
5000 69 m/z 149.10 72.50%
149
173
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #77578: Dispiro[2.2.5.0]undecan-4-one, 5,5-diethyl- i e
123 13.40 13.60 13.80 14.00
81 152 m/z 163.10 71.52%
41
5000 191
6 107
. 17 220
L IIIIIIIIII IIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088661.D

Aca On : 3 Jul 2016 21:52

Operator : UM/SJ

Sample - H3817-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.82 4.55 ng 215586 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
2 9-Eicosene. (E)- 280 C20H40 074685-29-3 87
3 1-Docosene 308 C22H44 001599-67-3 81
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 76
5 1-Hexadecanol 242 C16H340 036653-82-4 68
Abundance Scan 1070 (13.817 min): BF088661.D (-1066) (-) m/z 83.10 100.00%
57
4]
5000 111
| 139 13.60 13.80 14.00 14.20
Obrerprere i m/z 57.10 98.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127771: 3-Eicosene, (E)-
41 57
5000 LN BN SR SUMLIN BN
13.60 13.80 14.00 14.20
m/z 69.10 95.40%
oL 25 139154 182 210 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57 83
41
13.60 13.80 14.00 14.20
5000 m/z 55.10 94 _55%
111
ol.25 139154 181106 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene R e B mme e
13.60 13.80 14.00 14.20
m/z 43.10 92.21%
5000
125
o 153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088661.D

Aca On : 3 Jul 2016 21:52

Operator : UM/SJ

Sample - H3817-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.77 3.15 ng 113080 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 trans-Farnesol 222 C15H260 000106-28-5 83
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 56

Abundance Scan 1153 (14.765 min): BF088661.D (-1151) (-) m/z 69.10 100.00%

69
5000
41

95 101 14.40 14.60 14.80 15.00
I "1‘?1...,.... | | m/z 81.05 48.20%
miz--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
60
41

5000

14.40 14.60 14.80 15.00
m/z 41.10 24.75%

ol M il ‘16{ 191217 273209 341367 410
miz--> 50 100 150 200 250 300 35 400
Abundance
69

14. 40 14. 60 14. 80 15.00

5000 m/z 95.10 14.03%
41
95 137
0 116 163 191 217 245 273 299 341 367 410
T T T T T T T T T T T T T e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol
69 14.40 14.60 14.80 15.00
m/z 68.10 12.44%
5000 41
93
136
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
Data File : BF088661.D

Acq On : 3 Jul 2016 21:52

Operator : UM/SJ

Sample - H3817-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
unknownl .64 1.64 195.1 ng 6886870 1 6.79 705951 20.0
Propane, 1,l1-dime... 2.03 2.5 ng 86861 1 6.79 705951 20.0
R-(-)-1,2-propane. .. 3.03 4.3 ng 150136 1 6.79 705951 20.0
2-Pentanone, 4-hy... 4.96 7.7 ng 270376 1 6.79 705951 20.0
unknown6 .55 6.55 91.8 ng 3240270 1 6.79 705951 20.0
unknownl13.55 13.55 2.9 ng 136301 5 13.92 948043 20.0
unknownl3.76 13.76 2.8 ng 133731 5 13.92 948043 20.0
3-Eicosene, (E)- 13.82 4.5 ng 215586 5 13.92 948043 20.0
Squalene 14.77 3.1 ng 113080 6 15.31 716978 20.0
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