LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73116\

Data File : BG023369.D

Acg On : 31 Jul 2016 15:35

Operator : UM/SJ

a?ggle i H4285-01 AB-SLOPE(0-4)K
ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG072616_-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 height area % max. total
1 2.996 22 27 44 rBV 2495353 3796344 34.55%  4.903%
2 5.187 394 400 410 rBV 1062172 1677238 15.26% 2.166%
3 5.663 474 481 495 rBV 3137536 5212051 47.43% 6.731%
4 7.279 748 756 767 rBV 3373507 6050960 55.07% 7.815%
5 7.654 811 820 830 rBV 3151283 5653800 51.45% 7.302%
6 8.124 890 900 907 rBV 562750 976217 8.88% 1.261%
7 8.448 947 955 964 rBV 2190596 3853813 35.07% 4.977%
8 9.299 1092 1100 1109 rBV 2071709 3776511 34.37% 4.877%
9 10.956 1374 1382 1392 rVB 861458 1567657 14.27% 2.025%
10 13.400 1790 1798 1808 rBV 5295080 8384282 76.30% 10.828%

11 14.228 1932 1939 1945 rBV 891569 1318033 11.99% 1.702%
12 14.786 2027 2034 2043 rVB2 1589071 2598350 23.65% 3.356%
13 15.608 2169 2174 2180 rVB 148068 197943 1.80% 0.256%
14 16.014 2235 2243 2247 rBV5 51173 110837 1.01% 0.143%
15 16.278 2282 2288 2298 rBV 4712354 7305209 66.48% 9.435%

16 16.472 2316 2321 2331 rBV 201377 348003 3.17% 0.449%
17 17.271 2453 2457 2461 rBV 92567 124337 1.13% 0.161%
18 17.547 2497 2504 2513 rBV 2267576 3608249 32.84% 4 _.660%
19 18.287 2626 2630 2636 rBv4 128497 206685 1.88% 0.267%
20 18.416 2647 2652 2662 rBV 836714 1245100 11.33% 1.608%

21 19.685 2864 2868 2878 rBV 247083 381770 3.47% 0.493%
22 20.155 2941 2948 2954 rBV 7988220 10988559 100.00% 14.192%
23 21.471 3168 3172 3179 rBV9 69031 199747 1.82% 0.258%
24 21.859 3231 3238 3248 rVB 2038316 3451170 31.41% 4._.457%
25 23.592 3527 3533 3541 rVB 559295 1067452 9.71% 1.379%

26 25.242 3803 3814 3828 rVB3 1098863 3328608 30.29% 4._.299%

Sum of corrected areas: 77428925
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73116\

Data File : BG023369.D

Acq On : 31 Jul 2016 15:35

Operator : UM/SJ

ﬁ?ggle i H4285-01 AB-SLOPE(0-4)K
ALS Vvial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023369.D
8000000

6000000

4000000
5.66 728 7.65

3.00
2000000

519 10.96
8.12

Time--> 300 3.50 400 450 500 550 600 650 7.00 7.50 8.00 8.50 900 950 1000 1050 1100 1150 1200 1250

Abundance TIC: BG023369.D
8000000 20.16

6000000
13.40
16.28

4000000

17.55 21.86
2000000 14.79

14.23 18.42
15.61 16.0ﬂ 1647 1727 184{ 19.69 21.47

0 o e L I AL s e s e e B B B L B e e e e e A

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: BG023369.D
8000000

6000000

4000000

2000000
25.24
23.59

R T T T o T o T o o o T e e o e e o e e o T 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\BGO73116\

Data File : BG023369.D

Acg On : 31 Jul 2016 15:35

Operator : UM/SJ

a?ggle i H4285-01 AB-SLOPE(0-4)K
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
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 1 unknown3.00 Concentration Rank 3

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

3.00 77.78 ng 3796340 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 28 (3.002 min): BG023369.D (-22) (-) m/z 73.00 100.00%
73
5000 43 !$
2.90 3.00 3.10 3.20 3.30 3.40
0 105128 165 199 254281306 355 418 410 "m/z 43.05 43.88%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #4788: Propane, 2,2-dimethoxy-
73
soo0{ 42
2.90 3.00 3.10 3.20 3.30 3.40
m/z 89.05 30.66%
0 LG UL WL WL L WL L L UL I
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
73
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.05 8.18%
45
101
L S L L W L UL UL B S
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #733: N-Ethylformamide RRRRAEERANsasay va ey san sy SRt
3 73 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.05 6.91%
5000
O T R o S o B
mz-> 0 50 100 150 200 250 300 350 400 450 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73116\

Data File : BG023369.D

Acg On : 31 Jul 2016 15:35

Operator : UM/SJ

a?ggle i H4285-01 AB-SLOPE(0-4)K
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.19 34.36 ng 1677240 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Guanidine 59 CH5N3 000113-00-8 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 400 (5.187 min): BG023369.D (-394) (-) m/z 43.05 100.00%
43
5000
101 I I G
4.80 5.00 5.20 5.40 5.60
Obrrh b2 133 A7 286 389 427454 503531 m/z 59.05 65.34%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS AN SRS RN
4.80 5.00 5.20 5.40 5.60
m/z 101.05 23.76%
“ 101
0 er79w?-~-|-~-|-~- Y S S L B S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
59
480 500 520 540 560
5000 m/z 58.05 16.90%
126
e s B L SIS I LA WL I L S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #257: Guanidine I ARRRRE R
43 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.32%
5000
0'M'Il”'l"”l"'W""P"'I”"I'”'I"”I"'W"" NSNS AR
m/z--> 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73116\

Data File : BG023369.D

Acg On : 31 Jul 2016 15:35

Operator : UM/SJ

a?ggle i H4285-01 AB-SLOPE(0-4)K
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.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 unknown7.65 Concentration Rank 1

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

7.65 115.83 ng 5653800 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 819 (7.649 min): BG023369.D (-811) (-) m/z 132.05 100.00%
132
68
5000
I 740 7.60 7.80 8.00
o 1..1,1.. 73208 286313342 382 430 464 528 | n77 68.05  54.01%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R SR UL IR
7.40 7.60 7.80 8.00
3 70 m/z 66.05 35.19%
O'wawﬁi"“|"”l"“l"“l"”l"“l"”l"“l"“
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
% 740 7.60 7.80 8.00
5000 m/z 134.05 34 .60%
31
e S L U S I WL UL L B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14144: 5-Fluoro-2-chloropyrimidine L maa  RRRR.
132 7.40 7.60 7.80 8.00
m/z 69.05 23.16%
5000
33 105
‘ ‘\.\7ﬁ HA
L L U S I B UL IS S B U SR UL IR
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA_G\DATA\BGO73116\

BG023369.D

31 Jul 2016 15:35

UM/SJ

H4285-01 AB-SLOPE(0-4)K
5 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.42 6.90 ng 1245100 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Octadecanoic acid 284 C18H3602 000057-11-4 53
Abundance Scan 2653 (18.422 min): BG023369.D (-2647) (-) m/z 73.05 100.00%
73
43
5000
256 " 18.20 18.40 1860 18.80
o 296 324 355 384 457 512 n/z 60.05 77 770
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
6
5000 129 L UL ML SUULILE U
mmmmmmmm
H 15Pm5”3 256 m/z 43.15 69.83%
0< u‘uh\\\mu\“ |‘|||||||||||||||||||||||||||||
miz—-> 0 50 150 200 250 300 350 400 450 500
Abundance
438
18.20 18.40 18.60 18.80
5000 m/z 57.15 65.21%
129 I
101
O L L L I WL B L WL B I
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95851: Pentadecanoic acid
18.20 18.40 18.60 18.80
m/z 41.05 53.65%
5000
0‘
miz—-> 0 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80

8270-BG072616.

M Mon Aug 01 06:46:24 2016

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73116\

Data File : BG023369.D

Acg On : 31 Jul 2016 15:35

Operator : UM/SJ

a?ggle i H4285-01 AB-SLOPE(0-4)K
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
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 6 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

19.69 2.12 ng 381770 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 59
Abundance Scan 2869 (19.691 min): BG023369.D (-2864) (-) m/z 73.00 100.00%

7B
43
5000
284 19.40 19,60 19.80 20.00

. 329356383 429 464 496 77 60.00 29 S5

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

Abundance #131258: Octadecanoic acid
43 73
5000 129
19.40 19.60 19.80 20.00
185 o4 284 m/z 43.05 69.19%
SECIR Y Iy O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
T T
19.40 19.60 19.80 20.00
5000 m/z 57.05 68.93%
129 242
199
98 171
e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #107549: n-Hexadecanoic acid T
19.40 19.60 19.80 20.00

m/z 41.05 48 .99%

5000

157 185 213 256

T T I I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73116\

Data File : BG023369.D

Acg On : 31 Jul 2016 15:35

Operator : UM/SJ

a?ggle i H4285-01 AB-SLOPE(0-4)K
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
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 7 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.59 6.41 ng 1067450 Perylene-d12 25.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 98
2 Squalene 410 C30H50 000111-02-4 95
3 4,8,12-Tetradecatrienal, 5,9,13-._.. 248 C17H280 066408-55-7 72
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 64
Abundance Scan 3533 (23.592 min): BG023369.D (-3527) (-) m/z 69.05 100.00%
69
5000
Tolles 1 23.20 23.40 23.60 23.80 24.00
Oh ..|,t. il oy d 63191 231 281 313341367 401429456 489 535 | /5 81.05  49.20%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215928: Supraene
69

5000 L S A B
23 20 23. 40 23. 60 23. 80 24. 00

41 m/z 41.05 19.27%

95
0 s by ‘\ 164191217245273299 341367 410
e e e e e T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
23.20 23.40 23.60 23.80 24.00

5000l 4L m/z 95.05 12.19%
9% 137
0 164191217 273299 341367 410
R i
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- R e R R R s
69 23 20 23. 40 23. 60 23. 80 24. 00

m/z 68.05 11.22%

41
5000
136
5
o] I ﬂ jwl 177205 248

m/z--> 50 100 150 200 250 300 350 400 450 500 23 20 23. 40 23. 60 23. 80 24. 00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_G\DATA\BGO73116\

BG023369.D

31 Jul 2016 15:35

UM/SJ

H4285-01

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown3.00

2-Pentanone, 4-hy...

unknown7 .65

n-Hexadecanoic acid
Octadecanoic acid

Supraene

8270-BG072616.M Mon Aug 01 06:46:26 2016

RT EstConc

3.00 77.8 ng
5.19 34.4 ng
7.65 115.8 ng

18.42 6.9 ng

19.69 2.1 ng

23.59 6.4 ng

Units Response

3796340
1677240
5653800
1245100

381770
1067450

|--Internal Standard---|
| # RT Resp Conc]

976217 20.0
976217
976217 20.0
3608250 20.0
3608250
3328610 20.0

1
1
1 8.12
4 17.55
4 17.55
6 25.24

AB-SLOPE(0-4)K
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