LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG030216\
Data File : BG021230.D

Aca On : 3 Mar 2016 2:53

Operator : UM/SJ

Sample : H1640-07

Misc :

ALS Vial : 19 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 G\METHODS\8270-BG022916.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 2.902 8 11 22 rVB3 9335 19221 1.42% 0.286%
2 3.049 31 36 56 rvv 1021636 1357535 100.00% 20.180%
3 3.190 56 60 68 rvB3 7526 14234 1.05% 0.212%
4 5.234 402 408 415 rBV 50706 76667 5.65% 1.140%
5

5.699 480 487 497 rBvV 250755 393236 28.97% 5.845%

7.297 751 759 769 rBV 280435 481000 35.43% 7.150%
7.673 815 823 832 rVB 270045 455541 33.56% 6.772%
rvB 39482 64266 4.73% 0.955%
8.466 950 958 964 rBV 172313 306663 22.59% 4 _559%
9.306 1093 1101 1112 rVV 180937 315138 23.21% 4.685%
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11 9.412 1112 1119 1126 rVB2 9246 15158 1.12% 0.225%
12 10.951 1373 1381 1387 rBV 64562 110989 8.18% 1.650%
13 13.378 1787 1794 1802 rBV 458746 690139 50.84% 10.259%
14 14.195 1928 1933 1940 rBV 78623 115072 8.48% 1.711%
15 14.753 2021 2028 2035 rVB2 96688 152332 11.22% 2.264%

16 15.575 2164 2168 2172 rVB 15983 19956 1.47% 0.297%
17 16.233 2274 2280 2288 rVB2 350149 512184 37.73% 7.614%
18 16.433 2309 2314 2317 rBV 16457 23810 1.75% 0.354%
19 17.220 2443 2448 2453 rBV 12163 14943 1.10% 0.222%
20 17.491 2487 2494 2499 rBvV 114471 174816 12.88% 2.599%
21 17.843 2548 2554 2559 rBV 34125 47666 3.51% 0.709%
22 19.206 2781 2786 2793 rBV3 9971 15923 1.17% 0.237%
23 20.082 2929 2935 2940 rBV 746844 916806 67.53% 13.628%
24 21.374 3151 3155 3161 rBVY7 12704 18630 1.37% 0.277%

25 21.750 3213 3219 3227 rVB 119621 200876 14.80% 2.986%
26 23.448 3503 3508 3514 rVB 25067 46859 3.45% 0.697%
27 25.029 3769 3777 3786 rVB2 63373 167498 12.34% 2.490%

Sum of corrected areas: 6727158
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021230.D

Aca On : 3 Mar 2016 2:53

Operator : UM/SJ

Sample : H1640-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG021230.D
10000001 3|05

800000
600000

400000

570 7.30 7,67

200000 8.47 9.31

5.23 10.95
..9:%}9 8.14 .41

Time--> 3.00 350 4.00 450 5.00 550 6.00 650 7.00 750 800 850 9.00 9. 50 10 00 10 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG021230.D
1000000

800000 20.08

600000

13.38
400000 16.23

200000 21.75

1419 1475 1749 A
15.58 16.43 1122A_1fo 19.21 21.37

0 A A A
LN I B e B e e B I N B N O B L D B D B B B I

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG021230.D
1000000

800000
600000
400000

200000

23.45 2503
X A

O ——

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021230.D

Aca On : 3 Mar 2016 2:53

Operator : UM/SJ

Sample : H1640-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 unknown2.90 Concentration Rank 5

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

2.90 5.98 ng 19221 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 40
2 1-Pentanol. 4-methvl- 102 C6H140 000626-89-1 39
3 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 9
4 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 9
5 1-Pentene, 5-nitro- 115 C5H9NO2 023542-51-0 9

Abundance Scan 11 (2.902 min): BG021230.D (-8) (-) m/z 56.00 100.00%
96
M 69
5000
|| | 47 5|3| 84 2.90 3.00 3.10 3.20 3.30
I””P”W””P“W””P“W””PJW”“P”W!“P”W“LP”W”“P”h”“P”W m/z 69.00 57.82%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1468: Cyclopentane, methyl-
56
5000 4l AN R A R AR
69 2.90 3.00 3.10 3.20 3.30
. 84 m/z 41.00 53.05%
15 |30 38 |44 5053“ 6165 | 737781
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41
2.90 3.00 3.10 3.20 3.30
5000 69 m/z 42.00 25.84%
27 31
15 45 5053/ | 60 84
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1482: Propane, 2-Cc clopropyl— L L B B LR IR |
56 2.90 3.00 3.10 3.20 3.30
41 m/z 39.00 25.22%
5000
15 3814 5053 6265 | 84
m/z--> é fo 1% ﬁo 55 35 §5 Jo 4% §0 §5 eb 6% fo 7% 85 55 95 ' 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021230.D

Aca On : 3 Mar 2016 2:53

Operator : UM/SJ

Sample : H1640-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

3.05 422.47 ng 1357540 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 36 (3.049 min): BG021230.D (-31) (-) m/z 73.00 100.00%
73
5000 43
89
e e —
3.00 320  3.40
55
e L1 88 0 84 m/z 43.00 49.96%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L L L
3.00 320  3.40
a1 89 m/z 89.00 32.51%
L I "|"%¢'|"'3§|'"48|"??|" "|ll LS L U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30 73
300 320 340
5000 m/z 41.00 9.16%
58
44
5 2 39 51
miz--> 10 20 30 40 50 6 70 8 90
Abundance #2102: Propane, 2-methoxy-2-methyl- T
73 3.00 320  3.40
m/z 45.00 7.70%
5000
41
- ‘ 57
”'I'”'I'”““'”'Hﬂﬁq?%”'I'”'I'“'I'”'I'”'I L A
m/z--> 10 20 30 40 50 60 70 80 90 3.00 320 3.40

8270-BG022916.M Thu Mar 03 18:19:34 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021230.D

Aca On : 3 Mar 2016 2:53

Operator : UM/SJ

Sample : H1640-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 1-Pentene, 2-methyl- Concentration Rank 9

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

3.19 4.43 ng 14234 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
2 2-Pentene. 4-methvl- 84 C6H12 004461-48-7 9
3 1-Hexene. 5-methvl- 98 C7H14 003524-73-0 9
4 1-Hexanol 102 C6H140 000111-27-3 9
5 Formic acid, hexyl ester 130 C7H1402 000629-33-4 9

Abundance Scan 60 (3.190 min): BG021230.D (-56) (-) m/z 56.00 100.00%

56
a1 84
5000
69

| ‘ 300 320 340 3.60
A L L L B s e R RS, m/z 83.95 62.20%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1465: 1-Pentene, 2-methyl-
41 5p

5000 T

27 69 84 300 320 340 3.60
m/z 41.00 55.43%
1 ‘J 33 |y 50| 63 | 77
s B B e BB e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
41
e
69 3.00 320 340 3.60
5000 m/z 39.00 35.63%
27 84
15 49 >° 63
e o L B T B W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3271: 1-Hexene, 5-methyl- T T
41 56 3. OO 3. 20 3. 40 3.60

m/z 55.00 35.26%

5000 27
83
| il il 50, 63 H 7 91 98

m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021230.D

Aca On : 3 Mar 2016 2:53

Operator : UM/SJ

Sample : H1640-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.23 23.86 ng 76667 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 407 (5.229 min): BG021230.D (-402) (-) m/z 43.00 100.00%
43
59
5000
101 ISR SRS R N R
51 | 83 | 480 500 520 5.40 5.60
"W””I““P'JM”'PJW'“W'”W”'W””I””P'”P“'P”W'”W m/z 59.00 60.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR S UL I
480 5.00 520 5.40 5.60
m/z 101.00 21.48%
"'I”"I'”'?%'”I'"W""I”"I'”'Ig?”lg?"ﬁ%"P"'l”"I'”'I"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 540 560
5000 m/z 58.00 15.71%
101
15 31 502 69 86
mewmmwm
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 e BAam L
59 480 5.00 520 5.40 5.60
m/z 41.00 8.42%
5000 41
68
”'I"”I'"W"'jPL"I”"I”"I'”'I"”I"'W""P"'I}%§I'”'%4?'W IR SR UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021230.D

Aca On : 3 Mar 2016 2:53

Operator : UM/SJ

Sample : H1640-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 unknown7.67 Concentration Rank 2

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

7.67 141.77 ng 455541 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 823 (7.673 min): BG021230.D (-815) (-) m/z 131.90 100.00%
5000

7.40 7.60 7.80 8.00
m/z 68.00 52.41%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 Trrr[prrrrrrrrprrrorprorrr
7.40 7.60 7.80 8.00
21 70 m/z 66.00 35.52%
60
[ st 7786 | 105 116
T T T T T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
e e e R RS
7.40 7.60 7.80 8.00
5000 m/z 133.90 33.52%
69
57
39 76
89 103
a7 115
wwwmmwmwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e B
132 7.40 7.60 7.80 8.00
m/z 69.00 21.90%
5000
104
51 66 77
14 27 37 44 5158 | 1. 89 97 || 115
T T e e e e e e R e A E e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021230.D

Aca On : 3 Mar 2016 2:53

Operator : UM/SJ

Sample : H1640-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 7 Hexanoic acid, 2-ethyl- Concentration Rank 8

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

9.41 4.72 ng 15158 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 83
2 3-Hexanol. 3.5-dimethvl- 130 C8H180 004209-91-0 12
3 1-Methvl-1-silacvclopntan-1-ol 116 C5H120Si 1000216-84-4 9
4 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 9
5 Heptanoic acid, ethyl ester 158 C9H1802 000106-30-9 9

Abundance Scan 1119 (9.412 min): BG021230.D (-1112) (-) m/z 73.00 100.00%
7B
88
5000
41 57 A
i “l” 116 9.00 9.20 9.40 9.60 9.80
"P”W'”W“'W”“I””P'JP”'P”I'”W”'W”hl””P'”P”'P m/z 88.00 69.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20007: Hexanoic acid, 2-ethyl-
73 88
5000 RN A RN I R
9.00 9.20 9.40 9.60 9.80
101 116 m/z 57.00 35.90%
15 \M\ \‘ 65, | ‘ | 129 144
mz-> 10 20 3'0 % 5% 80 70 8 % 100 110 130 130 140 180
Abundance
73
55 NS SR AR AR
43 9.00 9.20 9.40 9.60 9.80
5000 m/z 41.00 33.89%
27 33 101
15 o5 112
mmmwwwwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7802: 1-Methyl-1-silacyclopntan-1-ol e
60 88 9.00 9.20 9.40 9.60 9.80
45 m/z 55.00 26 .35%
5000
101 116
73
rerrrrr e el el e WS S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021230.D

Aca On : 3 Mar 2016 2:53

Operator : UM/SJ

Sample : H1640-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 8 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.58 2.62 ng 19956 Acenaphthene-d10 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tridecane 184 C13H28 000629-50-5 83
Abundance Scan 2169 (15.581 min): BG021230.D (-2164) (-) m/z 57.00 100.00%
57
43 71
5000 85
| 99 15.20 15.40 15.60 15.80
e L o SRR SRR R R RAR S RRRRRES m/z 43.00 79.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73967: Hexadecane
57
43
71
5000 85
15.20 15.40 15.60 15.80
29 9 m/z 71.00 74 _.43%
14 ‘J 1l M‘ | 113127141155169183197 226
m/z--> 25 Jo éo 86 160 150 150 160 180 200 220 250 2éo
Abundance
57
15.20 15.40 15.60 15.80
5000 85 m/z 41.05 44 .95%
29 99
113127141155169183197 268
WWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64571: Pentadecane
57 15.20 15.40 15.60 15.80
43 m/z 85.00 42 .56%
71
5000 85
29 99
15 | ‘ il | 113127141155169183 212
m/z--> 25 Jo éo 86 160 150 150 160 180 200 220 250 2éo 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021230.D

Aca On : 3 Mar 2016 2:53

Operator : UM/SJ

Sample : H1640-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 9 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.43 2.72 ng 23810 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 78
2 Tridecane 184 C13H28 000629-50-5 72
3 Dotriacontane 451 C32H66 000544-85-4 72
4 Hexadecane 226 C16H34 000544-76-3 64
5 Undecane 156 C11H24 001120-21-4 59
Abundance Scan 2313 (16.427 min): BG021230.D (-2309) (-) m/z 57.00 100.00%
57
5000 85
| s "' 16,20 16.40 16.60 16.80
_—t m/z 43.00 67 .09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #55008: Tetradecane
57
5000 85 UL SUNILN B BN SUM
16.20 16.40 16.60 16.80
29 m/z 71.00 54 _.89%
I ‘ \‘\ 1 ‘\‘1:\!-3“141 169 198
m/z--> §0 160 1éo 260 2éo 360 3éo 460 4éo
Abundance
57
16.20 16.40 16.60 16.80
5000 m/z 85.00 42 .95%
29 85
113 141 184
m/z--> §0 160 1éo 260 2éo 360 3éo 460 4éo
Abundance #164413: Dotriacontane
57 16.20 16.40 16.60 16.80
m/z 41.00 38.98%
5000
85
29
l , 113 141 169 197 225 253 295 337 365 393 421 450
m/z--> §0 160 1éo 260 2éo 360 3éo 460 4éo 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021230.D

Aca On : 3 Mar 2016 2:53

Operator : UM/SJ

Sample : H1640-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 10 1-Hexadecanol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.84 5.45 ng 47666 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 Chloroacetic acid. tridecvl ester 276 C15H29CI102 018277-85-5 91
3 1-Tetradecanol 214 C14H300 000112-72-1 91
4 1-Pentadecanol 228 C15H320 000629-76-5 91
5 1-Heptadecanol 256 C17H360 001454-85-9 91

Abundance Scan 2553 (17.837 min): BG021230.D (-2548) (-) m/z 55.00 100.00%
43 55 83
69
97
5000
111
| | 125 179 207 17.60 17.80 18.00 18.20
s B LA B a2 e e m/z 43.00 89.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83798: 1-Hexadecanol
43 55
69 g3
97
5000 LI UL BN BN UL
29 ﬂmﬂmmmmm
11 m/z 83.00 85.40%
HﬂmMM hm@mmmm 224
m/z--> 25 Jo éo 85 100 120 150 160 180 260 250
Abundance
69 83
55 97
17.60 17.80 18.00 18.20
5000 43 m/z 56.95 76.88%
111
125 154 182
29 140 227
m/z--> 25 Jo éo 85 160 150 150 160 180 260 250
Abundance #65757: 1-Tetradecanol
48 55 gq 17.60 17.80 18.00 18.20
83 m/z 41.00 76.27%
97
5000 29
111
125
L L
m/z--> 40 60 80 100 120 140 160 180 200 220 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021230.D

Aca On : 3 Mar 2016 2:53

Operator : UM/SJ

Sample : H1640-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 11 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.45 5.60 ng 46859 Perylene-d12 25.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 74
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 72
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 000106-28-5 72
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 64
5 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 64
Abundance Scan 3508 (23.448 min): BG021230.D (-3503) (-) m/z 69.00 100.00%
69 ‘
5000
41 o5 e
136 23120 23.40 23.60 23.80
161 189 265
—— I, bl b 910200 S 886 h7z 81.00  43.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 AR UL BN SR B
23120 23.40 23.60 23.80
41 m/z 41.00 21.46%
a ” 16 d 163 101 217 245 273209 341 367 410
m/z--> §0 100 150 200 250 300 350 400
Abundance
69
| 23.20 23.40 23.60 23.80
5000 m/z 95.00 13.57%
41
% 121 149
175 203 231 273299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #70995: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (E,E)-  EAmEEE e
69 23.20 23.40 23.60 23.80
m/z 68.00 11.41%
5000 41
Jg 136
I B
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030216\
Data File : BG021230.D

Acq On : 3 Mar 2016 2:53

Operator : UM/SJ

Sample : H1640-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022916 .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]
unknown2 .90 2.90 6.0 ng 19221 1 8.14 64266 20.0
Propane, 2,2-dime... 3.05 422.5 ng 1357540 1 8.14 64266 20.0
1-Pentene, 2-methyl- 3.19 4.4 ng 14234 1 8.14 64266 20.0
2-Pentanone, 4-hy... 5.23 23.9 ng 76667 1 8.14 64266 20.0
unknown7 .67 7.67 141.8 ng 455541 1 8.14 64266 20.0
Hexanoic acid, 2-... 9.41 4.7 ng 15158 1 8.14 64266 20.0
Hexadecane 15.58 2.6 ng 19956 3 14.75 152332 20.0
Tetradecane 16.43 2.7 ng 23810 4 17.49 174816 20.0
1-Hexadecanol 17.84 5.5 ng 47666 4 17.49 174816 20.0
Squalene 23.45 5.6 ng 46859 6 25.03 167498 20.0
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