LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024708.D

Aca On : 5 Nov 2016 12:04 Instrument :
Operator : UM/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 i H5526-04 5399445i;0
ALS Vial : 22 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-BG102516.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 3.125 43 49 69 rvB 7992987 14466410 100.00% 22.777%
2 5.328 416 424 431 rBV 476950 751480 5.19% 1.183%
3 5.798 497 504 514 rBV 2229939 3701101 25.58% 5.827%
4 7.408 770 778 787 rBVY 2256622 4092480 28.29% 6.444%
5 7.790 836 843 855 rBVY 2123438 3846013 26.59% 6.055%

8.266 915 924 935 rVB 353254 638991 4.42% 1.006%
8.589 970 979 988 rBV 1535379 2791755 19.30% 4 _.396%
9.441 1115 1124 1132 rBV 1389433 2547675 17.61% 4.011%
11.092 1398 1405 1413 rBV 450822 850237 5.88% 1.339%
13.507 1806 1816 1823 rBVY 3326781 5158709 35.66% 8.122%

=
QO ~NO®

11 14.318 1947 1954 1962 rBV 905407 1360645 9.41% 2.142%
12 14.882 2041 2050 2058 rVB 751622 1215493 8.40% 1.914%
13 16.362 2294 2302 2310 rBV 3453536 5527992 38.21% 8.704%
14 17.626 2510 2517 2523 rBV2 1028773 1646421 11.38% 2.592%
15 18.466 2655 2660 2666 rBV2 154842 229647 1.59% 0.362%

16 20.205 2948 2956 2964 rBV 6976108 9500000 65.67% 14.957%
17 21.498 3171 3176 3185 rBV3 189076 333400 2.30% 0.525%

18 21.915 3240 3247 3260 rVB 1331513 2450406 16.94% 3.858%
19 25.352 3819 3832 3848 rVB 787603 2404436 16.62% 3.786%

Sum of corrected areas: 63513291
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024708.D

Aca On : 5 Nov 2016 12:04

Operator : UM/SJ

Sample : H5526-04

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance :
8000000 TIC: BG024708.D

6000000

4000000

5.80 7.41 7 79

2000000 8.59 044

5.33 8.27 11.09

Time--> 300 3.50 400 450 500 5.50 600 650 700 7.50 800 850 9.00 9.50 1000 10.50 1100 11.50 12.00 12.50

Abundance
8000000 TIC: BG024708.D

20.20

6000000

4000000
13.51 16.36

2000000
21.91

18.47 21.50

0 e L B e e e o L e e s B AR

Time--> 13.00 13.50 14.00 14.50 15.00 1550 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: BG024708.D

6000000

4000000

2000000

25.35

e AR EESEAREARRE RS e s S I RBRRAREEEE RS L s S s

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\BG110416\
Data File : BG024708.D

Aca On : 5 Nov 2016 12:04

Operator : UM/SJ

Sample : H5526-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown3.13 Concentration Rank 1

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

3.13 452.79 ng 14466400 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanethioamide. N.N-dimethvl- 89 C3H7NS 000758-16-7 40
2 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 33
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 25
4 1-Hepten-4-ol 114 C7H140 003521-91-3 23
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 10

Abundance Scan 50 (3.131 min): BG024708.D (-43) (-) m/z 73.10 100.00%
3
43
5000
1300 320 340
0 b A FOL128 207 246 289 8273 o2 m/z  43.10  71.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2184: Methanethioamide, N,N-dimethyl-
89
44
5000 L L L R L L NN
15 300 320 3.40
m/z 89.10 51.39%
0 R I I W B W S BN SRR SR
m/z--> 0O 50 100 150 200 250 300 350 400 450 500
Abundance
73
43 1300 320 340
5000{ . m/z 41.10 15.74%
0 104
[rreryrrrrprrrry T T T T T T T T T T T T T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #739: Acetamide, N-methy!l- —
43 73 3.00 320 3.40
m/z 45.10 14 .00%
5000
15
e L S A W S B WIS L S I N
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 300 320 3.40

8270-BG102516.M Mon Nov 07 15:01:46 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024708.D

Aca On : 5 Nov 2016 12:04

Operator : UM/SJ

Sample : H5526-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.33 23.52 ng 751480 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 424 (5.328 min): BG024708.D (-416) (-) m/z 43.10 100.00%
43
5000
1o 500 520 540 560
I — .6.9.~.',| e 191 221 257209 8M 4T "m/z 59.10 60.59%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A LS R U
5.00 5.20 5.40 5.60
m/z 101.00 18.09%
15 101
0 ‘ yl \‘ \
| SR SRS UL AL SN BN SR SRR SR
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
59
500 520 540 560
5000 m/z 58.05 17.08%
31
87
L L L W L UL WL B WL
m'z-> 0 50 100 150 200 250 300 350 400
Abundance #8346: 2-Hexanol, 2-methyl-
59 5.00 5.20 5.40 5.60
m/z 41.10 9.20%
5000
101
]
o
m/z-> 0 50 100 150 200 250 300 350 400 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024708.D

Aca On : 5 Nov 2016 12:04

Operator : UM/SJ

Sample : H5526-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.79 Concentration Rank 2

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

7.79 120.38 ng 3846010 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 16
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Cvclopropanamine. 1l-phenvl- 133 C9H11N 1000351-26-2 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 10

Abundance Scan 843 (7.790 min): BG024708.D (-836) (-) m/z 131.95 100.00%
132
68
5000
w0 | ¥ 7.40 7.60 7.80 8.00 8.20
o! b .I,l. A 162 198221 270 321 387 437485 "m/z 68.05 52.81%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 RS RN RN R
69 7.40 7.60 7.80 8.00 8.20
a9 m/z 66.10 39.45%
‘“ 103
0 ..h‘““ﬁ‘““.‘“.“‘.‘.“lm.. T T
m'z-> 0 50 100 150 200 250 300 350 400 450
Abundance
132
7.40 7.60 7.80 8.00 8.20
5000 97 m/z 133.95  34.10%
31 10
L L L WL UL UL L WL W
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl- R
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 25.12%
5000
153 T 10|
m'z-> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024708.D

Aca On : 5 Nov 2016 12:04

Operator : UM/SJ

Sample : H5526-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.
18.47  2.79ng 220647  Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 60
4 Pentadecane 212 C15H32 000629-62-9 55
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 2661 (18.472 min): BG024708.D (-2655) (-) m/z 73.05 100.00%

5000

18.20 18.40 18.60 18.80

282308 341 400 446 491

0/ m/z 43.05 90.87%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
6
5000 129

18.20 18.40 18.60 18.80
m/z 60.10 71.05%

157 185 213 256

85
o el
mz-> 0 50 100 150 200 250 300 350 400 450

Abundance
43 [<
18.20 18.40 18.60 18.80
5000 m/z 57.10 65.75%
129 171 214
98
O T T e e T e e T
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #95851: Pentadecanoic acid

18.20 18.40 18.60 18.80
m/z 41.05 53.85%

5000

18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024708.D

Aca On : 5 Nov 2016 12:04

Operator : UM/SJ

Sample : H5526-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Trichloroacetic acid, tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.50 2.72 ng 333400 Chrysene-di12 21.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 83
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 68
3 17-Pentatriacontene 491 C35H70 006971-40-0 68
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 62
5 Cetene 224 C16H32 000629-73-2 60
Abundance Scan 3176 (21.498 min): BG024708.D (-3171) (-) m/z 55.10 100.00%
55
83
5000 111
1 207 281
140 545 21.20 21.40 21.60 21.80
ob—Ast L WL VLA L. 250, | 327350388418 46Ad9l SIS | 0 43.10  96.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #189051: Trichloroacetic acid, tetradecyl ester
43
83
5000 A AR BB R
21.20 21.40 21.60 21.80
m/z 57.10 92 .34%
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
83
21.20 21.40 21.60 21.80
5000 m/z 83.10 75.10%
111
o 168196224 269
m/z--> 55 160 1éo 200 250 300 3%0 460 4éo 560 séo
Abundance #234187: 17-Pentatriacontene
43 21.20 21.40 21.60 21.80
m/z 69.05 73.54%
5000 83
111
o | 139167196224 267294321 462490
m/z--> 55 160 1éo 200 250 300 350 400 450 500 séo 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110416\
Data File : BG024708.D

Acq On : 5 Nov 2016 12:04

Operator : UM/SJ

Sample - H5526-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown3.13 3.13 452.8 ng 14466400 1 8.27 638991 20.0
2-Pentanone, 4-hy... 5.33 23.5 ng 751480 1 8.27 638991 20.0
unknown7 .79 7.79 120.4 ng 3846010 1 8.27 638991 20.0
n-Hexadecanoic acid 18.47 2.8 ng 229647 4 17.63 1646420 20.0
Trichloroacetic a... 21.50 2.7 ng 333400 5 21.92 2450410 20.0
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