LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022993.D
Acq On : 10 Jul 2016 10:09 Instrument :
Operator : UM/SJ (B.‘,'I\!A_(t;S ol

- _ lentosampleld :
3?22Ie - H3876-05 3-A-LOCATION-3-0-5FT
ALS Vial : 26 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-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 height area % max. total
1 3.044 29 35 41 rBv 154771 209628 4_.23% 0.497%
2 5.224 398 406 410 rBvV2 79022 130541 2.63% 0.309%
3 5.694 480 486 496 rBV 1299450 2123517 42.84% 5.032%
4 7.304 749 760 771 rBV 1582215 2788630 56.26% 6.608%
5 7.680 817 824 833 rBV 1431402 2456733 49.57% 5.822%
6 8.150 896 904 911 rBV 474283 799417 16.13% 1.894%
7 8.479 951 960 969 rBvVv 911704 1631103 32.91% 3.865%
8 9.325 1096 1104 1113 rBV 957295 1782263 35.96% 4.223%
9 10.976 1374 1385 1394 rBV 686547 1299172 26.21% 3.079%
10 13.414 1791 1800 1811 rBV 2305935 3650144 73.64% 8.650%
11 14.237 1934 1940 1947 rBV 367375 582425 11.75% 1.380%
12 14.666 2008 2013 2019 rBV5 32613 51076 1.03% 0.121%
13 14.795 2027 2035 2043 rBV2 1189364 1977642 39.90% 4.686%
14 15.617 2171 2175 2180 rVB3 58180 79864 1.61% 0.189%
15 16.023 2237 2244 2247 rBV6 29001 51911 1.05% 0.123%
16 16.287 2283 2289 2298 rBV 2341136 3651421 73.67% 8.653%
17 16.481 2317 2322 2324 rBV4 76268 98583 1.99% 0.234%
18 16.505 2324 2326 2332 rVB3 64292 81224 1.64% 0.192%
19 17.274 2453 2457 2461 rBV2 90915 118890 2.40% 0.282%
20 17.327 2462 2466 2470 rBV7 41882 64709 1.31% 0.153%

21 17.550 2498 2504 2509 rBV 1522700 2388962 48.20% 5.661%
22 17.597 2509 2512 2517 rVB 263560 387420 7.82% 0.918%
23 17.686 2523 2527 2532 rVB3 61351 79946 1.61% 0.189%
24 18.020 2580 2584 2588 rVB3 49381 73736 1.49% 0.175%
25 18.420 2647 2652 2657 rBV2 190831 298906 6.03% 0.708%

26 18.479 2657 2662 2668 rVB2 99950 169337 3.42% 0.401%
27 18.626 2682 2687 2691 rBv4 79388 135940 2.74% 0.322%
28 18.925 2734 2738 2742 rBV2 39695 50286 1.01% 0.119%
29 19.331 2801 2807 2811 rBV6 69026 131422 2.65% 0.311%
30 19.601 2847 2853 2859 rBV 562507 789295 15.92% 1.870%

31 19.683 2865 2867 2872 rVB6 47664 63083 1.27% 0.149%
32 19.748 2875 2878 2882 rBV 51794 81174 1.64% 0.192%
33 19.930 2904 2909 2910 rBV 87120 135990 2.74% 0.322%
34 19.959 2910 2914 2921 rVB 449637 700640 14.14% 1.660%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022993.D
Acq On : 10 Jul 2016 10:09 Instrument :
Operator : UM/SJ (B.‘,'I\!A_(tSS ol

- _ lentosampleld :
3?22Ie - H3876-05 3-A-LOCATION-3-0-5FT
ALS Vial : 26 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-BG070816.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 20.030 2923 2926 2931 rVB5 53141 63399 1.28% 0.150%

36 20.153 2941 2947 2952 rBV 3622246 4956520 100.00% 11.745%
37 20.271 2963 2967 2969 rBvV4 66296 104014 2.10% 0.246%
38 20.424 2987 2993 2994 rBV6 51914 86503 1.75% 0.205%
39 21.223 3126 3129 3134 rVB 70488 95107 1.92% 0.225%
40 21.458 3165 3169 3175 rVB5 159809 228890 4.62% 0.542%

41 21.563 3184 3187 3192 rVB3 70184 104941 2.12% 0.249%
42 21.851 3227 3236 3241 rBV2 1650139 3206078 64.68% 7.597%
43 21.892 3241 3243 3251 rVB 217550 323686 6.53% 0.767%
44 22.122 3279 3282 3287 rVB6 51026 72307 1.46% 0.171%
45 24.125 3619 3623 3631 rBV2 103766 336740 6.79% 0.798%

46 24.207 3633 3637 3644 rVB5 180848 357500 7.21% 0.847%
47 24.895 3748 3754 3759 rBV3 70992 162329 3.28% 0.385%

48 25.048 3773 3780 3786 rvB2 113507 266455 5.38% 0.631%
49 25.206 3795 3807 3818 rBV2 905298 2721117 54.90% 6.448%

Sum of corrected areas: 42200616
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71016\

Data File : BG022993.D

Acq On : 10 Jul 2016 10:09

Operator : UM/SJ

ﬁ?ggle i H3876-05 3-A-LOCATION-3-0-5ET
ALS Vial : 26 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

Abundance TIC: BG022993.D
3500000

3000000
2500000

2000000

730 7.68

1000000 8.48 9.32

10.98

500000 8.15

3.04 5 22
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Time--> 3.00 3.50 4.00 450 5.00 550 6.00 6.50 700 7.50 8.00 8.50 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG022993.D

20115
3500000

3000000
2500000 13.41 16.29
2000000 21.85
1500000

14.79
1000000

500000 14.24
k14 15.6216.02) {1659

0 il L B e e e B e LT

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: BG022993.D

3500000
3000000
2500000
2000000
1500000
25.21

1000000

500000 23431 Y

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\BGO71016\

Data File : BG022993.D

Acq On : 10 Jul 2016 10:09

Operator : UM/SJ

ﬁ?ggle i H3876-05 3-A-LOCATION-3-0-5ET
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown3.04 Concentration Rank 3

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

3.04 5.24 ng 209628 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 42
2 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 17
3 .beta.-Ethoxypropionic acid 118 C5H1003 004324-38-3 9
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 9

Abundance Scan 34 (3.038 min): BG022993.D (-29) (-) m/z 73.10 100.00%
7B
5000 43
R L e
3.00 320 340
S N § ‘.1,0?.1??1.6?. 207 245277 316 358 418447475 535 | "m/z 43.10  42.95%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000
43 300 320  3.40
‘ m/z 89.10 31.04%
15
o
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
300 320 340
5000 43 m/z 42.00 6.21%
0 103
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8434: .beta.-Ethoxypropionic acid
45 78 3.00 320 340
m/z 45.10 5.77%
5000
01
Ot ”IJ”'I”""” N S DAL UL S SR
m/z-> 0 50 100 150 200 250 300 350 400 450 500 3.00 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71016\

Data File : BG022993.D

Acq On : 10 Jul 2016 10:09

Operator : UM/SJ

ﬁ?ggle i H3876-05 3-A-LOCATION-3-0-5ET
ALS Vial : 26 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

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 unknown5.22 Concentration Rank 4

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

5.22 3.27 ng 130541 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 3-0Octanol 130 C8H180 020296-29-1 25
4 Dimethadione 129 C5H7NO3 000695-53-4 25
5 3-0Octanol 130 C8H180 000589-98-0 17

Abundance Scan 405 (5.218 min): BG022993.D (-398) (-) m/z 43.05 100.00%
43
5000
101
480 5.00 5.20 5.40 5.60
ol A28 [ 149 207 256 205 341 401433 479 77 59.10  68.23%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R N IR UL

480 5.00 520 5.40 5.60
m/z 101.10  25.52%

15 ‘ 101
0 ‘M\\\ \‘
e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.10 20.58%
101
15
69
O I o o o o e N HLLA i e o o R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13175: 3-Octanol
59 480 5.00 5.20 5.40 5.60
m/z 56.10 9.78%
5000
101
0 | \‘129
e e e e T T T R e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71016\

Data File : BG022993.D

Acq On : 10 Jul 2016 10:09

Operator : UM/SJ

ﬁ?ggle i H3876-05 3-A-LOCATION-3-0-5ET
ALS Vial : 26 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

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 unknown7.68 Concentration Rank 1

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

7.68 61.46 ng 2456730 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 824 (7.680 min): BG022993.D (-817) (-) m/z 132.00 100.00%
132
68
5000
40 96 rrryrrrryrrirrprrrTr T T T
7.40 7.60 7.80 8.00
o 1..1,.. A6z 221251 201 387 487 524 | 777 68.10  58.08%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 o AT
7.40 7.60 7.80 8.00
3 10 m/z 66.10 39.40%
OI”JJHWMW"”I'”'I”"P"W"”I'”'I”"P"W"”
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
% 740 7.60 7.80 800
5000 m/z 134.00 33.64%
31
S L S L B LI WL WAL B WL

m/z--> 0 50 100 150 200 250 300

350 400 450 500

Abundance #14013: 1H-Benzimidazole, 2-methy!- A E e S
132 7.40 7.60 7.80 8.00
m/z 69.10 25.28%
5000
2g 63 104
O

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

7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71016\

Data File : BG022993.D

Acq On : 10 Jul 2016 10:09

Operator : UM/SJ

ﬁ?ggle i H3876-05 3-A-LOCATION-3-0-5ET
ALS Vial : 26 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

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 unknownl8.42 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

18.42 2.50 ng 298906 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 46
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 45
3 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 43
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 38
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 30

Abundance Scan 2652 (18.420 min): BG022993.D (-2647) (-) m/z 73.00 100.00%

7B 192
43

5000

227 256 200317 356 417444 528 18.20 18.40 18.60 18.80

o m/z 192.10 86.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #65566: Tridecanoic acid
73
43
5000 LA I L L L L L L L L L
129 18.20 18.40 18.60 18.80
‘ 171 914 m/z 43.10 79.57%
1
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
R RN EEE S
18.20 18.40 18.60 18.80
5000 256 m/z 60.10 77.30%
129
213
101, = 157185
(O I I o o o o e L o L e s e e o S AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #50636: 8,9-Dihydrocyclopenta[def]phenanthrene
191 18.20 18.40 18.60 18.80
m/z 55.10 73.66%
5000
74 163

T T I T T I
m/z--> 0 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\BGO071016\
Data File : BG022993.D

Acq On 10 Jul 2016 10:09

Operator : UM/SJ

Sample - H3876-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Tetracosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
24.21 2.63 ng 357500 Perylene-d12 25.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 74
2 Dodecane, 5-methyl- 184 C13H28 017453-93-9 59
3 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 59
4 Boric acid, ethyl-, didecyl ester 354 C22H47B02 1000152-34-4 59
5 Heptacosane 380 C27H56 000593-49-7 43

Abundance Scan 3637 (24.207 min): BG022993.D (-3633) (-) m/z 57.10 100.00%
g7
85
5000
207 R N EEREEE s
194 135 253 584 325358 400499 23.80 24.00 24.20 24.40 24.60
Oty m/z 71.10 92 .56%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #136480: Tetracosane
57
85
5000 AR DRI DAL B B
23 80 24. 00 24 20 24 40 24. 60
29 m/z 43.10 88.22%
0 \‘ | h h\ ‘\113\\1‘\1111(\39197225253281309338
m/z--> 55 100 150 260 250 300 3éo 460 4éo 560
Abundance
43
23.80 24.00 24.20 24.40 24.60
5000 85 m/z 85.10 74 .42%
Unmas ""I'%zé'l%qq' BN DY S SRS S BN S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #114972: Dodecane, 1-iodo- e I
57 23.80 24.00 24.20 24.40 24.60
m/z 41.10 43 .80%
5000 85
29
0 \J 113L 1?5183
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 4&'30 5(')0 ' 23 80 24. 00 24 20 24 40 24. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71016\

Data File : BG022993.D

Acq On : 10 Jul 2016 10:09

Operator : UM/SJ

3?22'6 i H3876-05 3-A-LOCATION-3-0-5ET
ALS Vial : 26 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]
unknown3 .04 3.04 5.2 ng 209628 1 8.15 799417 20.0
unknown5.22 5.22 3.3 ng 130541 1 8.15 799417 20.0
unknown? .68 7.68 61.5 ng 2456730 1 8.15 799417 20.0
unknownl18.42 18.42 2.5 ng 298906 4 17.55 2388960 20.0
Tetracosane 24 .21 2.6 ng 357500 6 25.21 2721120 20.0
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