LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO071216\
Data File : BG023059.D

Aca On 13 Jul 2016 6:48

Operator : UM/SJ

Sample - H3988-12

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:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 2.893 4 9 25 rvB 844273 1857801 17.68% 2.815%
2 3.039 29 34 52 rvVvV 3736252 5307831 50.50% 8.044%
3 3.186 53 59 75 rvB 655128 1250209 11.89% 1.895%
4 5.219 399 405 413 rBV 242365 375169 3.57% 0.569%
5 5.695 479 486 497 rBV 2338222 3820502 36.35% 5.790%

7.311 751 761 771 rBV 2680739 4833557 45.99% 7.325%
7.681 813 824 835 rBV 2514561 4408730 41.95% 6.681%
8.151 895 904 911 rBV 399970 675687 6.43% 1.024%
8.480 953 960 967 rBV 1718627 3032434 28.85% 4 _595%
9.326 1092 1104 1112 rBV 1716379 3104185 29.53% 4._.704%

=
QO ~NO®

11 10.983 1377 1386 1396 rVB 597238 1119232 10.65% 1.696%
12 13.421 1792 1801 1810 rBV 4616129 7508634 71.44% 11.379%
13 14.244 1935 1941 1949 rBV 463559 699258 6.65% 1.060%
14 14.802 2027 2036 2045 rBV2 1081359 1843334 17.54% 2.793%
15 16.300 2283 2291 2301 rBV 4581444 7090962 67.47% 10.746%

16 17.564 2498 2506 2516 rBV 1468553 2307527 21.95% 3.497%
17 18.427 2649 2653 2663 rBvV2 259734 393348 3.74% 0.596%
18 19.691 2863 2868 2874 rBV5 68671 114840 1.09% 0.174%
19 20.166 2942 2949 2958 rBV 7762020 10510457 100.00% 15.928%
20 21.483 3167 3173 3181 rBV2 169477 375828 3.58% 0.570%

21 21.870 3232 3239 3246 rBV 1512731 2568629 24.44% 3.893%
22 23.609 3528 3535 3542 rVB 209867 441633 4._.20% 0.669%
23 25.255 3805 3815 3829 rBV2 777081 2347473 22.33% 3.557%

Sum of corrected areas: 65987260
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023059.D

Aca On : 13 Jul 2016 6:48

Operator : UM/SJ

Sample : H3988-12

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG070816.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: BG023059.D
7000000
6000000
5000000
4000000{ 3.04

3000000 7.31
570 7.68

2000000 8.48 9.33

1000000£-883 19
- 10.98
5.22 8.15

R L T e L L

Time--> 3.00 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG023059.D

20117
7000000

6000000
5000000 13.42 16.30
4000000
3000000
2000000 0187

17.56
14.80
1000000

14.24 \
18.43 19.69 2%.\48

L0 o o e L LA e s e e e B LR L i e e e o

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: BG023059.D

7000000
6000000
5000000
4000000
3000000
2000000
1000000 25.25

23.61 f\
A

O T T T e T T T T e T e e T e e e e e e e e e

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\BGO071216\
Data File : BG023059.D

Aca On 13 Jul 2016 6:48

Operator : UM/SJ

Sample - H3988-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 Cyclopentane, methyl- Concentration Rank 4

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

2.89 54.99 ng 1857800 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 78
3 1-Hexene. 2-methvl- 98 C7H14 006094-02-6 78
4 Cvclohexane 84 C6H12 000110-82-7 74
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72

Abundance Scan 9 (2.893 min): BG023059.D (-4) (-) m/z 56.10 100.00%
96
5000
84 2.90 3.00 3.10 3.20 3.30
et L 117145 198 289 299327 A 2® "m/z 41.10 51.77%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1471: Cyclopentane, methyl-
56
5000
2.90 3.00 3.10 3.20 3.30
m/z 69.10 48_76%
T
| i

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
56
2.90 3.00 3.10 3.20 3.30
5000 m/z 55.05 29.01%
27
112
84
[ T T T T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3269: 1-Hexene, 2-methyl-
5 2.90 3.00 3.10 3.20 3.30
m/z 39.10 26.18%
5000
27
98
|
T T e T e T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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\BGO071216\
Data File : BG023059.D

Aca On 13 Jul 2016 6:48

Operator : UM/SJ

Sample - H3988-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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.

3.04 157.11 ng 5307830 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 25
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 34 (3.039 min): BG023059.D (-29) (-) m/z 73.10 100.00%

B
43
5000

300 320 340

0 ik (102 135 167 225 305 352 448 4% "m/z 43.05 53.41%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 LI B T T T T T

3 OO 3. 20 3. 40
‘ m/z 89.05 38.96%
‘\

[T
B B o o T I L e e e o L L I B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance

43
89 3 OO 3. 20 3. 40
5000 18 m/z 41.10 10.07%
L B o o e B I LU e e o R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #724: Acetamide, N-methyl-
43 7 3.00 3.20 3.40

m/z 45.10 9.21%

Ji 8

m/z--> 0 50 100 150 200 250 300 350 400 450 3 OO 3. 20 3. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023059.D

Aca On 13 Jul 2016 6:48

Operator : UM/SJ

Sample - H3988-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 6

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

5.22 11.10 ng 375169 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 10.11-dihvdroxvy-3.7... 298 C17H3004 1000194-28-5 37
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17

Abundance Scan 405 (5.219 min): BG023059.D (-399) (-) m/z 43.05 100.00%
43
5000
101 D 1 S
4.80 5.00 520 5.40 5.60
ek 420, | 134 201229 29 877 A4S S0 m/z 59.10 72.96%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rrrryrrrrprrrT T T T T
4.80 5.00 520 5.40 5.60
101 m/z 101.00 23.60%

15
‘\M‘

m/z--> 0 50

100 150 200 250 300 350 400 450 500

Abundance
43

5000

81

107 134

61
187 220 280

REmmy
m/z--> 0 50

100 150 200 250 300 350 400 450 500

Abundance
5!

5000

#8126: 2-Hexanol, 2-methyl-

101

I I‘I L I
m/z--> 0 50

100 150 200 250 300 350 400 450 500

4.80 5.00 520 5.40 5.60

m/z 58.05 15.80%

4.80 5.00 520 5.40 5.60

m/z 41.10 9.70%

4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023059.D

Aca On 13 Jul 2016 6:48

Operator : UM/SJ

Sample - H3988-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknown7.68 Concentration Rank 2

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

7.68 130.50 ng 4408730 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 10

Abundance Scan 824 (7.681 min): BG023059.D (-813) (-) m/z 132.00 100.00%
132
68
5000
w | % 740 7.60 7.80 8.00
by .l, A L71 205 291 329 375407434 477 sz 68.10  61.62%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AT
7.40 7.60 7.80 8.00
21 m/z 66.10 40.44%
"Jwﬁ“ﬂ'IL"'I"”I""I"”I""I"”I""I"”
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
132
740 7.60 7.80 8.00
5000 97 m/z 134.00 33.33%
3 10
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14012: 1H-Benzimidazole, 2-methy!- R R e S
132 7.40 7.60 7.80 8.00
m/z 69.10 27 .85%
5000
63
15 3“91 l I92\
mz-> 0 50 100 150 200 250 300 350 400 450 740 7.60 7.80 8.00

8270-BG070816.-M Wed Jul 13 17:56:01 2016

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023059.D

Aca On 13 Jul 2016 6:48

Operator : UM/SJ

Sample - H3988-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.43 3.41 ng 393348 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 45

Abundance Scan 2653 (18.427 min): BG023059.D (-2649) (-) m/z 73.00 100.00%

5000

256 18.20 18.40 18.60 18.80

m/z 60.10 70.56%

283 323 355

439

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92227: n-Hexadecanoic acid
43
73 " A
5000 |||||||||||||||||||‘|A‘||

18.20 18.I4O 18.60 18.80
m/z 43.10 67.28%

129 256
e e 2
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43|
18.20 18.40 18.60 18.80
5000 m/z 57.10 61.92%
129 171 214
101
T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #83686: Pentadecanoic acid

18.20 18.40 18.60 18.80
m/z 41.10 59.46%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023059.D

Aca On 13 Jul 2016 6:48

Operator : UM/SJ

Sample - H3988-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 Cyclohexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.48 2.93 ng 375828 Chrysene-di12 21.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 91
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 Acetic acid. chloro-. octadecvl ... 346 C20H39CI102 005348-82-3 91
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 78
Abundance Scan 3173 (21.483 min): BG023059.D (-3167) (-) m/z 57.10 100.00%
g7
5000
179 223 266p91 397 465 21.20 21.40 21.60 21.80
¥ 3% 40420 440 | "m/z 69.10 92.67%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72491: Cyclohexadecane
55
5000 LRI SULILE BJURILE IR SR
29 m 21/20 2140 21.60 21.80
m/z 83.10 92 .64%
i \‘ ‘H ‘1?9'1-6”%22‘-1-.----.----.----.----.----.
m/z--> 50 250 300 350 400 450
Abundance
43
69 21,20 21,40 21.60 21.80
5000 o7 m/z 55.05 92 .44%
125 169495 224 252
mz-> 50 100 150 200 250 300 350 400 450
Abundance #139661: Acetic acid, chloro-, octadecy! ester LR B B m e B
57 83 21.20 21.40 21.60 21.80
m/z 43.10 85.97%
5000 111
2‘9L ‘ h140 169 207 250 297
mzs % 100 1k 20 20 300 o o o 21,20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023059.D

Aca On 13 Jul 2016 6:48

Operator : UM/SJ

Sample - H3988-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.61 3.76 ng 441633 Perylene-di12 25.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 74
2 6.11-Dimethvl-2.6.10-dodecatrien... 208 C14H240 1000196-53-3 72
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 59
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 59
Abundance Scan 3535 (23.609 min): BG023059.D (-3528) (-) m/z 69.10 100.00%
o
5000
9 121100 2320 2340 23,60 2380 24.00
A b LA ATT 221 253 292319 367 417442468 519 | Thso g1 10 51.27%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158503: Squalene
69
5000
23.20 23.40 23.60 23.80 24.00
41 o5 137 m/z 41.10 18.79%
L] ‘\\H“d 163191217245273299 341367 410
m/z--> 55 100 150 260 2%0 360 3%0 460 4éo 560
Abundance
69
" 23.20 2340 23.60 23.80 24.00
5000 m/z 68.05 13.69%
95 123
165193
m/z--> 55 160 1%0 200 250 360 3%0 460 4%0 560
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69 23.20 23.40 23.60 23.80 24.00
m/z 95.05 12 .54%
5000
41
95
I \‘ i u ul 13716\5193
m/z--> 55 160 1%0 260 250 360 3%0 460 4éo 560 23. 20 23. 40 23 60 23. 80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071216\
Data File : BG023059.D

Acq On 13 Jul 2016 6:48

Operator : UM/SJ

Sample - H3988-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_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]
Cyclopentane, met... 2.89 55.0 ng 1857800 1 8.15 675687 20.0
Propane, 2,2-dime... 3.04 157.1 ng 5307830 1 8.15 675687 20.0
2-Pentanone, 4-hy... 5.22 11.1 ng 375169 1 8.15 675687 20.0
unknown7 .68 7.68 130.5 ng 4408730 1 8.15 675687 20.0
n-Hexadecanoic acid 18.43 3.4 ng 393348 4 17.56 2307530 20.0
Cyclohexadecane 21.48 2.9 ng 375828 5 21.87 2568630 20.0
Squalene 23.61 3.8 ng 441633 6 25.25 2347470 20.0
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