LSC Area Percent Report

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

Data File : BG023373.D

Acg On : 31 Jul 2016 18:17

Operator : UM/SJ

a?zgle i H4285-15 AB-SLOPE(0-4)R
ALS Vial : 9 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 2.997 22 27 42 rBV 4198548 6517581 65.17% 8.994%
2 5.188 394 400 411 rVB 884374 1351116 13.51% 1.864%
3 5.664 469 481 493 rBV 2958700 4842696 48.42% 6.683%
4 7.279 748 756 768 rBV 3199925 5618770 56.18% 7.754%
5 7.655 809 820 833 rBV 2955815 5272651 52.72% 7.276%

8.125 891 900 908 rBvV 516693 907469 9.07% 1.252%
8.448 947 955 965 rBV 2004687 3483306 34.83% 4_.807%
9.300 1091 1100 1108 rBV 1849082 3412853 34.12% 4_.710%
10.956 1373 1382 1391 rBV 791133 1458385 14.58% 2.012%
13.400 1789 1798 1807 rBV 4676008 7513421 75.12% 10.368%

=
QO ~NO®

11 14.223 1932 1938 1945 rBV 921162 1378900 13.79% 1.903%
12 14.786 2027 2034 2043 rVB2 1392831 2324387 23.24% 3.207%
13 15.609 2169 2174 2180 rVB 128613 178721 1.79% 0.247%
14 16.279 2282 2288 2299 rBV 4538919 6996473 69.95% 9.655%
15 16.472 2316 2321 2331 rBV2 180145 313506 3.13% 0.433%

16 17.271 2452 2457 2461 rBV 103249 140203 1.40% 0.193%
17 17.542 2497 2503 2516 rBV2 2006402 3174695 31.74% 4_.381%
18 18.417 2645 2652 2661 rBV 387753 664207 6.64% 0.917%
19 19.680 2864 2867 2878 rBV3 162039 283979 2.84% 0.392%
20 20.156 2941 2948 2953 rBV 7279548 10001423 100.00% 13.801%

21 21.477 3166 3173 3188 rBV7 133644 523797 5.24% 0.723%
22 21.859 3231 3238 3248 rVB 1839658 3065701 30.65% 4_230%
23 25.237 3799 3813 3827 rVB3 961073 3043054 30.43% 4_.199%

Sum of corrected areas: 72467294
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LSC Report - Integrated Chromatogram

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

Data File : BG023373.D

Acg On : 31 Jul 2016 18:17

Operator : UM/SJ

a?ggle i H4285-15 AB-SLOPE(0-4)R
ALS Vial : 9 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: BG023373.D
7000000

6000000

5000000

3.00
4000000

7.28
3000000 5.66 7.65

2000000 8.45 9.30

1000000 5.19 10.96
8.12

Time--> 3.00 3.50 4.00 450 5.00 5.50 6.00 650 7.00 7.50 8.00 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG023373.D

7000000

20.16

6000000

5000000 13.40 16.28

4000000

3000000

2000000 1754 21.86

14.79
1000000 14.22

15.61 647 1727 18.42 1968 || 21.48
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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: BG023373.D

7000000

6000000

5000000

4000000

3000000

2000000

25.24
1000000

T T T T e e e T T T T T T T o o o T o T e T P o 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\BG073116\
Data File : BG023373.D

Acq On : 31 Jul 2016 18:17

Operator : UM/SJ

Sample - H4285-15

Misc :

ALS Vial : 9 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 1

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

3.00 143.64 ng 6517580 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 36
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 25
3 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1-Propanol, 2-methyl-2-nitro- 119 C4H9NO3 000076-39-1 9

Abundance Scan 28 (3.002 min): BG023373.D (-22) (-) m/z 73.05 100.00%
7B
so00, S
2.90 3.00 3.10 3.20 3.30 3.40
0 oA 102 132 178 207 248 278304 334 433 m/z 43.05 50.03%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #4788: Propane, 2,2-dimethoxy-
73
soo0{ 43
2.90 3.00 3.10 3.20 3.30 3.40
m/z 89.05 35.76%
0 LN WL LA WL WL A WL B B
m'z--> 0 50 100 150 200 250 300 350 400
Abundance
43
89 2.90 3.00 3.10 3.20 3.30 3.40
5000/ 18 m/z 41.05 10.04%
L s L L L L W UL DL
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #855: 1-Propanol, 2-methyl-
43 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.00 8.18%
5000
74
Unma Iw'h'l""I'"'I""I""I""I""I""
m'z--> 0 50 100 150 200 250 300 350 400 2.90 3.00 3.10 3.20 3.30 3.40
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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\
BG023373.D

31 Jul 2016 18:17

UM/SJ

H4285-15

AB-SLOPE(0-4)R

9 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.19 29.78 ng 1351120 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 56
2 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Guanidine 59 CH5N3 000113-00-8 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 400 (5.188 min): BG023373.D (-394) (-) m/z 43.05 100.00%
43
5000
101 T
480 5.00 5.20 5.40 5.60
oLt ,1.7.1.'. ,l A4 rd 221 275 385364 402431499 "m/z 59.05 66.61%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR S SRS RN
480 5.00 5.20 5.40 5.60
m/z 101.05 21.38%
‘ 101
S B S W S B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
59
480 500 520 540 5.60
5000 m/z 58.05 18.29%
0 83 123 159
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester P T
59 480 5.00 5.20 5.40 5.60
m/z 41.05 8.43%
5000
3t || 126
L U L UL UL WL WL B B AR NS AR AR
m/z--> 50 100 150 200 250 300 350 400 450 480 5.00 5.20 5.40 5.60

8270-BG072616.M Mon Aug 01 06:47:26 2016
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Library Search Compound Report

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

Data File : BG023373.D

Acg On : 31 Jul 2016 18:17

Operator : UM/SJ

a?ggle i H4285-15 AB-SLOPE(0-4)R
ALS Vial : 9 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 3 unknown7.65 Concentration Rank 2

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

7.65 116.21 ng 5272650 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
2 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 17
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11

Abundance Scan 819 (7.649 min): BG023373.D (-809) (-) m/z 132.05 100.00%
132
68
5000
aw | % 740 7.60 7.80 800
Olprrryth o f 177208 253 296327358 396 AT7 549 m/z 68.05 54_85%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 R AR LA AR A
7.40 7.60 7.80 8.00
m/z 134.05 35.60%
og 63 104
o,.”u;ﬂmv,... R s B L B A s
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
740 7.60 7.80 8.00
5000 m/z 66.05 35.11%
69
39 103
O e P T e e e e e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R R L e e
132 7.40 7.60 7.80 8.00
69 m/z 69.05 22 .50%
104
5000
31
Ol“J”w"w"“l'“' | L S L UL BRI LI B R UL UL IR
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

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

Data File : BG023373.D

Acg On : 31 Jul 2016 18:17

Operator : UM/SJ

a?ggle i H4285-15 AB-SLOPE(0-4)R
ALS Vial : 9 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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.42 4.18 ng 664207 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Nonanoic acid 158 C9H1802 000112-05-0 46
Abundance Scan 2653 (18.423 min): BG023373.D (-2645) (-) m/z 73.00 100.00%
73
43
5000
213
256 18.20 18.40 18.60 18.80
0 281 32331 410 m/z 60.05 65.55%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107548: n-Hexadecanoic acid
43 73
5000 256 L L UL SR UL
129 18.20 18.40 18.60 18.80
g 213 m/z 43.05  64.91%
L] =
OIIHI\ J“‘:““l“u‘““u“ﬁ|‘|‘||‘|‘|”||‘|‘|||‘|||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 |73
18.20 18.40 18.60 18.80
5000 129 m/z 55.05 54 _.31%
98 185 241 284
157 213
L L S B L B L B S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95854: Pentadecanoic acid
43 73 18.20 18.40 18.60 18.80
m/z 41.05 47 .02%
5000
129 242
Unmnsn ﬂﬂ?.h..,???%ié. LS IR UL SR UL L B
m/z--> 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80

8270-BG072616.M Mon Aug 01 06:47:28 2016 Page: 6



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\

BG023373.D

31 Jul 2016 18:17

UM/SJ

H4285-15 AB-SLOPE(0-4)R
9 Sample Multiplier: 1

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

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

6 1-Nonadecene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.48 3.42 ng 523797 Chrysene-d12 21.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 96
2 1-Heneicosanol 312 C21H440 015594-90-8 87
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 87
4 1-Heptadecene 238 C17H34 006765-39-5 83
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 68

Abundance Scan 3173 (21.477 min): BG023373.D (-3166) (-) m/z 57.05 100.00%
83
5000
208 249576303 343 21.20 21.40 21.60 21.80
Oh s 28 e AT m/z 83.05 88.16%
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115906: 1-Nonadecene
43 97
69
5000 L SRR BB BN SR
21.20 21.40 21.60 21.80
125 m/z 55.05 82.57%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55 83
21,20 21.40 21.60 21.80
5000 111 m/z 69.05 81.67%
29
o 139167196 238266294
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127770: 9-Eicosene, (E)- e R R
57 83 21.20 21.40 21.60 21.80
m/z 97.05 73.85%
5000
29 111
o l J (139 168196223 252280
miz--> 0 50 100 150 200 250 300 350 400 450 500 2120 21.40 21.60 21.80

8270-BG072616.

M Mon Aug 01 06:47:29 2016
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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\

BG023373.D

31 Jul 2016 18:17

UM/SJ

H4285-15

9 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

1-Nonadecene

8270-BG072616.M Mon Aug 01 06:47:29 2016

RT EstConc

3.00 143.6 ng
5.19 29.8 ng
7.65 116.2 ng

18.42 4.2 ng

21.48 3.4 ng

Units Response

6517580
1351120
5272650
664207
523797

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

907469 20.0
907469
907469 20.0
3174700 20.0
3065700 20.0

17.54

1
1
1 8.12
4
5 21.86

AB-SLOPE(0-4)R
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