LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023030.D

Aca On 12 Jul 2016 10:39

Operator : UM/SJ

Sample : H3936-06

Misc :

ALS Vial : 25 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 3.038 29 34 58 rBvY 5024961 8025771 99.56% 14.782%
2 3.801 160 164 177 rBVY 180086 303516 3.77% 0.559%
3 5.223 401 406 411 rBV 92755 149817 1.86% 0.276%
4 5.699 479 487 497 rBV 1704903 2895428 35.92% 5.333%
5 7.309 753 761 771 rBVY 1991444 3566321 44.24% 6.569%
6 7.679 816 824 835 rBY 1857114 3294992 40.87% 6.069%
7 8.155 898 905 911 rBV 350790 609135 7.56% 1.122%
8 8.478 953 960 969 rVB 1292483 2299358 28.52% 4.235%
9 9.324 1096 1104 1115 rBVY 1279184 2337285 28.99% 4 .305%
10 10.981 1379 1386 1394 rVB 570409 990666 12.29% 1.825%

11 13.420 1792 1801 1813 rBV 3555048 5602053 69.49% 10.318%
12 14.242 1935 1941 1947 rBV 988146 1470514 18.24% 2.708%
13 14.800 2029 2036 2047 rBV2 995998 1647844 20.44% 3.035%
14 16.293 2278 2290 2303 rBV 3303599 5295451 65.69% 9.753%
15 16.487 2318 2323 2329 rBvV4 75683 138238 1.71% 0.255%

16 17.280 2454 2458 2462 rBV2 112268 150737 1.87% 0.278%
17 17.556 2498 2505 2520 rBV2 1315199 2112749 26.21% 3.891%
18 18.026 2581 2585 2591 rVB 125139 161894 2.01% 0.298%
19 18.425 2649 2653 2658 rBvV2 195852 241544 3.00% 0.445%
20 20.159 2942 2948 2954 rVB 6222368 8061341 100.00% 14.847%

21 20.805 3053 3058 3062 rBv4 100775 144206 1.79% 0.266%
22 21.469 3166 3171 3182 rBv4 120809 269499 3.34% 0.496%

23 21.863 3232 3238 3246 rBV2 1381499 2322677 28.81% 4.278%
24 25.247 3804 3814 3828 rVB2 741768 2203231 27.33% 4._.058%

Sum of corrected areas: 54294267
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023030.D

Aca On : 12 Jul 2016 10:39

Operator : UM/SJ

Sample : H3936-06

Misc :

ALS Vial :© 25 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: BG023030.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023030.D

Aca On 12 Jul 2016 10:39

Operator : UM/SJ

Sample : H3936-06

Misc :

ALS Vial : 25 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 unknown3.04 Concentration Rank 1

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

3.04 263.51 ng 8025770 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 42
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 34 (3.038 min): BG023030.D (-29) (-) m/z 73.05 100.00%
3
43
5000
s —_—
300 320  3.40
0 b 101221 258 297327 376 419 506 m/z 43.05 58.37%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 T L I
300 320 340
m/z 89.10 43.43%
OI'”JI"'W""I'”'I""""I”"I"”I""P"'I'”
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
300 320 340
5000 m/z 41.10 11.06%
74
L S S L B L L S WAL LI W
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2183: 1,3-Diaminoguanidine —
43 300 320  3.40
m/z 45.10 10.56%
89
5000
1
Olw”'l'}'W""l'”'l""'"'I”"I"'W""I”"I"' T T T
miz--> 0 50 100 150 200 250 300 350 400 450 500 300 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023030.D

Aca On 12 Jul 2016 10:39

Operator : UM/SJ

Sample : H3936-06

Misc :

ALS Vial : 25 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 3 2-Hexanol, 2-methyl- Concentration Rank 5

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

5.22 4.92 ng 149817 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
3 3-0Octanol 130 C8H180 000589-98-0 39
4 3-Heptadecanol 256 C17H360 084534-30-5 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23

Abundance Scan 405 (5.217 min): BG023030.D (-401) (-) m/z 43.10 100.00%
43
5000 A
101 I e e S
480 500 520 5.40 5.60
o - 6?.'.l,|....1?1....2,0.7...,2.6‘.5..,??9.,.3.7?.,....‘,“‘?9.‘.‘5?8, m/z 59.10 84.51%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8116: 2-Hexanol, 2-methyl-
59
5000 AR I LS R I
480 500 520 540 5.60
101 m/z 101.10 23.80%
31 ‘
0 ”thmunw....,.”.,....“...,..”,....,”..,...w
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43
450 500 820 840 560
5000 m/z 58.05 19.13%
101
L S L L DL L UL B WL B S
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #13189: 3-Octanol
9 480 500 520 540 5.60
m/z 56.10 7.39%
5000
29 101
0 'J'H""w"'l"'w""l'”'l""w'"|'”'|"'w
mz-> 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\BGO71116\
Data File : BG023030.D

Aca On 12 Jul 2016 10:39

Operator : UM/SJ

Sample : H3936-06

Misc :

ALS Vial : 25 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 unknown7.68 Concentration Rank 2

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

7.68 108.19 ng 3294990 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 824 (7.679 min): BG023030.D (-816) (-) m/z 132.00 100.00%
132
68
5000
w | P 740 7.60 7.80 8.00
0 J-..l,l....,..%f?g,.... 276 314340  A02 447 483511 m/z 68.10 61.60%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL UL R R

7.40 7.60 7.80 8.00
m/z 66.10 41.64%

31
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
RRREE T R
7.40 7.60 7.80 8.00
5000 m/z 134.00 34.84%
104
63
38
otttk pt Vo e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine R e R mm
132 7.40 7.60 7.80 8.00
m/z 69.10 26.72%
97
5000
31 70
o.JJHwhu\”..,..”,...w....“...,”..,.”.,..”,.. Y NS
m/z--> 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\BGO71116\
Data File : BG023030.D

Aca On 12 Jul 2016 10:39

Operator : UM/SJ

Sample : H3936-06

Misc :

ALS Vial : 25 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 6 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.43 2.29 ng 241544 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 1-(+)-Ascorbic acid 2.6-dihexade... 652 C38H6808 028474-90-0 43
5 Heptanoic acid 130 C7H1402 000111-14-8 38

Abundance Scan 2654 (18.431 min): BG023030.D (-2649) (-) m/z 73.00 100.00%

73

s000{ 43
226283 319 356 422 462 533 18.20 18.40 18.60 18.80
0 m/z 60.10 67.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256 ----|----|----A|----|)-\‘--‘
129 18.20 18.40 18.60 18.80
213 m/z 57.10 55.58%
| H 157185
ol e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 3
N amm e S s S
18.20 18.40 18.60 18.80
5000 m/z 55.10 49 .87%
129 171 214
101
oAl Ay e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75070: Tetradecanoic acid Al BA R E NS

18.20 18.40 18.60 18.80

m/z 43.10 49_.32%

5000

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\BGO71116\
Data File : BG023030.D

Aca On 12 Jul 2016 10:39

Operator : UM/SJ

Sample : H3936-06

Misc :

ALS Vial : 25 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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.47 2.32 ng 269499 Chrysene-di12 21.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 64
2 1-Tetracosanol 354 C24H500 000506-51-4 64
3 1-Nonadecene 266 C19H38 018435-45-5 60
4 1-Hexadecene 224 C16H32 000629-73-2 58
5 Cyclotridecane 182 C13H26 000295-02-3 58
Abundance Scan 3171 (21.469 min): BG023030.D (-3166) (-) m/z 57.10 100.00%
57 83
5000
207
153 183 | 238 282 327352 21.20 21.40 21.60 21.80
N W 32 481 4es m/z 83.10 88.35%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #106398: 5-Eicosene, (E)-
55
5000 LU BUUAIL UL UL L
21120 2140 21.60 21.80
29 111 m/z 55.05 75 .59%
o L \\H 4 \ 139 167 196223 252 280
m'z-> 0 50 150 200 250 300 350 400 450
Abundance
43
21,20 21.40 21.60 21.80
5000 83 m/z 97.10 70.70%
18 111
o 140 168 196 238266 308 336
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #98170: 1-Nonadecene N B
4 21.20 21.40 21.60 21.80
83 m/z 43.10 68.09%
5000
111
o i ‘ 139 168 266
m'z-> 0 50 160 1%0 200 2%0 300 350 400 450 21120 21,40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71116\
Data File : BG023030.D

Acq On 12 Jul 2016 10:39

Operator : UM/SJ

Sample - H3936-06

Misc :

ALS Vial : 25 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 3.04 263.5 ng 8025770 1 8.16 609135 20.0
2-Hexanol, 2-methyl- 5.22 4.9 ng 149817 1 8.16 609135 20.0
unknown? .68 7.68 108.2 ng 3294990 1 8.16 609135 20.0
n-Hexadecanoic acid 18.43 2.3 ng 241544 4 17.56 2112750 20.0
5-Eicosene, (E)- 21.47 2.3 ng 269499 5 21.86 2322680 20.0
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