LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023075.D

Aca On 13 Jul 2016 18:30

Operator : UM/SJ

Sample : H3946-15

Misc :

ALS Vial : 9 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 3.040 29 34 52 rBY 6175251 9425708 100.00% 16.039%
2 5.225 399 406 413 rBV 425302 635943 6.75% 1.082%
3 5.701 480 487 497 rBVY 1878288 3038703 32.24% 5.171%
4 7.311 753 761 770 rBVY 2164408 3739748 39.68% 6.364%
5 7.681 817 824 833 rBVY 1963233 3417477 36.26% 5.815%

8.151 897 904 912 rBV 390758 669109 7.10% 1.139%
8.480 951 960 967 rBV 1321455 2320479 24.62% 3.949%
9.327 1096 1104 1113 rBV 1295745 2369910 25.14% 4_.033%
10.983 1378 1386 1394 rBV 591537 1078701 11.44% 1.836%
13.416 1791 1800 1810 rBV 3556124 5910307 62.70% 10.057%

=
QO ~NO®

11 14.238 1933 1940 1947 rBV 868407 1278604 13.57% 2.176%
12 14.802 2028 2036 2048 rBV2 1126254 1898456 20.14% 3.230%
13 16.295 2283 2290 2302 rBV 3912247 5960710 63.24% 10.143%
14 16.483 2318 2322 2331 rBV2 68765 135928 1.44% 0.231%
15 17.282 2454 2458 2463 rBV 132035 167552 1.78% 0.285%

16 17.558 2498 2505 2514 rBV 1579895 2484982 26.36% 4.228%
17 18.428 2648 2653 2663 rBV 349255 521456 5.53% 0.887%
18 19.691 2865 2868 2874 rVB6 78496 104105 1.10% 0.177%
19 20.161 2942 2948 2954 rBV 6239167 8307839 88.14% 14.137%
20 21.471 3167 3171 3181 rBV6 164335 295265 3.13% 0.502%

21 21.871 3231 3239 3248 rBV 1512841 2635323 27.96% 4._.484%
22 25.255 3806 3815 3828 rVvB2 791398 2372230 25.17% 4_037%

Sum of corrected areas: 58768535
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023075.D

Aca On : 13 Jul 2016 18:30

Operator : UM/SJ

Sample : H3946-15

Misc :

ALS vial : 9 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: BG023075.D
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Time--> 300 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG023075.D
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Abundance TIC: BG023075.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023075.D

Aca On 13 Jul 2016 18:30

Operator : UM/SJ

Sample : H3946-15

Misc :

ALS Vial : 9 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.

3.04 281.74 ng 9425710 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 28
2 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 25
3 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 10
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 34 (3.040 min): BG023075.D (-29) (-) m/z 73.10 100.00%
7B
43
5000
e R
3.00 320 340
o! A, 02128 171 221 254284 3L 375402 471 515 "m/z 43.05  65.25%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L L NI N
3.00 320 340
m/z 89.10 48 _.99%
L L L L L B B I B B
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
89 300 320 340
5000 m/z 41.10 13.89%
17
L R L L L L L B I B B
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #702: Methane, isothiocyanato- —— T
73 3.00 320 340
m/z 45.10 12.62%
5000
45
15
S L L L L B B I B B L L A
mz--> 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\BGO071316\
Data File : BG023075.D

Aca On 13 Jul 2016 18:30

Operator : UM/SJ

Sample : H3946-15

Misc :

ALS Vial : 9 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.23 19.01 ng 635943 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 38
4 Acetic acid. 10.11-dihvdroxv-3.7... 298 C17H3004 1000194-28-5 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 407 (5.231 min): BG023075.D (-399) (-) m/z 43.05 100.00%
43
5000
101
480 5.00 520 5.40 5.60
Ofrrr 7 | 134 178207231 264 206 390 438484 sz 59.10 81.20%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R S U

480 5.00 520 5.40 5.60
m/z 101.10 29.70%

‘ 101
L —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
59
R AREN RERR R
4.80 5.00 520 5.40 5.60
5000 m/z 58.10 18.50%
31 101
b L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4231: 3-Hydroxy-3-methyl-2-butanone T P TP Tt T
59 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.02%
5000
31
87
ot
m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023075.D

Aca On 13 Jul 2016 18:30

Operator : UM/SJ

Sample : H3946-15

Misc :

ALS Vial : 9 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 unknown7.68 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.68 102.15 ng 3417480 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 18

2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
4 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 11

Abundance Scan 824 (7.681 min): BG023075.D (-817) (-) m/z 132.00 100.00%
132
68
5000
w | P 740 7.60 7.80 8.00
b b bk ges 200 om0 ss  sm a0 assss 7 %eg 0" 60 21
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!l-
132
5000 LA L L L L L L L LB
104 7.40 7.60 7.80 8.00
63 m/z 66.10 38.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
P e
7.40 7.60 7.80 8.00
5000 m/z 134.00 32.57%
33 105
70
ol e bl 4
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine e R mm
132 7.40 7.60 7.80 8.00
m/z 69.10 26.10%
97
5000
31 70
O.JJ}”Hu,..”,....“...,.”.,..”,....“...,”..,..”, e N
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\BGO071316\
Data File : BG023075.D

Aca On 13 Jul 2016 18:30

Operator : UM/SJ

Sample : H3946-15

Misc :

ALS Vial : 9 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.43 4.20 ng 521456 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 62
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 I-(+)-Ascorbic acid 2,6-dihexade... 652 C38H6808 028474-90-0 45
Abundance Scan 2653 (18.428 min): BG023075.D (-2648) (-) m/z 73.00 100.00%
43 73 ﬂ
5000
256
18.20 18.40 18.60 18.80
0 282 314 370 419 459 502 n/z 43.10 86 17%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256 LR BRI UL BRI UL
129 18.20 18.40 18.60 18.80
213 m/z 60.05 75.92%
ol
OI‘IHI\ 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 55.10 68.00%
199 242
98 157
L L L UL B UL WL LI B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75071: Tetradecanoic acid e MRS e e
73 18.20 18.40 18.60 18.80
43 m/z 41.05 65.35%
5000 129
185 228
8
0 'ﬁ'u"lﬂj¥¥h“'ﬁﬁzlﬂ'i"k'l' RIS UL SR SARLLEL SRR BN IR SN BN BN SUM
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\BGO071316\
Data File : BG023075.D

Aca On 13 Jul 2016 18:30

Operator : UM/SJ

Sample : H3946-15

Misc :

ALS Vial : 9 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 cis-1-Chloro-9-octadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.47 2.24 ng 295265 Chrysene-di12 21.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-1-Chloro-9-octadecene 286 C18H35CI 016507-61-2 90
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 87
3 1-Hexacosanol 382 C26H540 000506-52-5 87
4 Cvclotetradecane 196 C14H28 000295-17-0 87
5 1-Tetradecene 196 C14H28 001120-36-1 86
Abundance Scan 3171 (21.471 min): BG023075.D (-3167) (-) m/z 43.10 100.00%
4| 83
5000
1 207 Ty e e
40 176 l 239269 357380 420 484 535 21.20 21.40 21.60 21.80
I ,Lﬂd-un“l il ROLA (388 0 B 5P "m/z 55.10 96.83Y%
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #110003: cis-1-Chloro-9-octadecene
5583
5000 11 LRI R BRI U SR
mmmmmmmm
286 m/z 83.10 89.83%
ol .2‘.?‘. 11 39 173202 250
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
83 LU B FUR U
21.20 21.40 21.60 21.80
5000 m/z 57.10 89.09%
111
o 168196224 269
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4éo 560
Abundance #152038: 1-Hexacosanol R R e R RARE
43 21.20 21.40 21.60 21.80
m/z 69.05 84 .50%
5000 83
Pll
o 1EL{ | }39168196224252280308336364
m/z--> 6 55 160 1%0 200 250 300 350 460 4éo 560 ' 21. 20 21. 40 21. 60 21|80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071316\
Data File : BG023075.D

Acq On 13 Jul 2016 18:30

Operator : UM/SJ

Sample - H3946-15

Misc :

ALS Vial : 9 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 3.04 281.7 ng 9425710 1 8.16 669109 20.0
2-Pentanone, 4-hy... 5.23 19.0 ng 635943 1 8.16 669109 20.0
unknown? .68 7.68 102.2 ng 3417480 1 8.16 669109 20.0
n-Hexadecanoic acid 18.43 4.2 ng 521456 4 17.56 2484980 20.0
cis-1-Chloro-9-oc... 21.47 2.2 ng 295265 5 21.86 2635320 20.0
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