LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\

Data File : BF088523.D

Aca On - 30 Jun 2016 6:42 Instrument :
Operator : UM/SJ gmgigamlem'
3?22'6 i H3830-05 TmCOMGF%lQ
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:\HPCHEM1I\BNA F\METHODS\8270-BF062916.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 1.678 5 8 10 rVB 2746223 4011468 86.85% 11.996%
2 1.747 12 14 24 rVB 401707 697295 15.10% 2.085%
3 1.872 24 25 41 rVB 2174901 4618627 100.00% 13.812%
4 2.078 41 43 94 rVB2 144206 946455 20.49% 2.830%
5 3.073 127 130 147 rVB 82684 225152 4.87% 0.673%

4.993 296 298 302 rBV 203247 312707 6.77% 0.935%
5.416 332 335 338 rBV 2309264 2532883 54.84% 7.574%
6.456 422 426 428 rBV 1853828 2763228 59.83% 8.263%
6.593 435 438 440 rBV 2204068 2786950 60.34% 8.334%
6.822 456 458 460 rBvV 903106 726839 15.74% 2.174%

=
QO ~NO®

11 6.982 469 472 474 rVB 2333773 2190905 47.44% 6.552%
12 7.382 504 507 509 rBV 1651318 1523373 32.98% 4 _.556%
13 8.102 568 570 573 rBV 791451 801874 17.36% 2.398%
14 9.187 662 665 667 rBV 1741547 2436833 52.76% 7.287%
15 9.576 697 699 701 rBV 222127 194808 4.22% 0.583%

16 9.850 721 723 726 rBV2 676052 721128 15.61% 2.156%
17 10.639 789 792 794 rBV 1231100 1198400 25.95% 3.584%

18 11.211 840 842 844 rBV 33432 49120 1.06% 0.147%
19 11.336 851 853 855 rvB 613050 677432 14.67% 2.026%
20 11.873 897 900 902 rBV 42003 68448 1.48% 0.205%

21 12.914 989 991 994 rBV 1911336 2077904 44 _.99% 6.214%
22 13.816 1068 1070 1074 rBV2 151327 191980 4.16% 0.574%
23 13.954 1080 1082 1085 rBvV2 728813 841764 18.23% 2.517%
24 14.445 1123 1125 1128 rBV 44401 76946 1.67% 0.230%
25 15.360 1202 1205 1208 rBV 595146 767616 16.62% 2.295%

Sum of corrected areas: 33440135
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088523.D

Aca On : 30 Jun 2016 6:42

Operator : UM/SJ

Sample - H3830-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library

TIC Integratio

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
n Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088523.D

Aca On : 30 Jun 2016 6:42

Operator : UM/SJ

Sample - H3830-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 unknownl.68 Concentration Rank 2

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

1.68 110.38 ng 4011470 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 8 (1.678 min): BF088523.D (-5) (-) m/z 73.05 100.00%
7B
5000 43
89
1170 1.80 1.90 2.00 2.10
0 TN ' m/z 43.10 45.64%
S I S I IR AL LU IS UL SRS - - ¢
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.70 1.80 1.90 2.00 2.10
89 m/z 89.05 30.94%
. s e s |
R S NERSA AR RARES RARAS AERS RS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
170 1.80 1.90 2.00 2.10
5000 m/z 41.05 8.80%
45
29
o 39 55 67 101
LRJURELERN FURLELE SUELELELE FELELEN SN S ILLILEL SURILELS SURELL SR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2138: Propane, 2-methoxy-2-methyl-
7B 1.70 1.80 1.90 2.00 2.10
m/z 45.10 6.96%
5000
57
29
0 15 ‘ ‘ ‘ | 1l | 87
"w"'w"'w'"w'"w"'w"'w"'w"'w"'w"'l AR IUURAR UL UL AR AR
m/z--> 10 20 30 60 70 80 90 100 1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088523.D

Aca On : 30 Jun 2016 6:42

Operator : UM/SJ

Sample - H3830-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 4 Propane, 1,1-dimethoxy- Concentration Rank 5

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

2.08 26.04 ng 946455 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 78
2 Propane. 1.l1-dimethoxy-2-methvl- 118 C6H1402 041632-89-7 38
3 2.27-Bi-1.3-dioxolane 146 C6H1004 006705-89-1 10
4 Glvcine 75 C2H5N02 000056-40-6 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 43 (2.078 min): BF088523.D (-41) (-) m/z 75.05 100.00%
75
5000 45
57 1.80 2.00 2.20 2.40
O BB My 878 Th/z 73.05  73.78%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 UL LN I AL LR
1.80 2.00 2.20 2.40
m/z 45.05 40.06%
0..,.”.,..ﬁﬁ....“.?T“...“...“.g?,“..}gq.,.”.,.”.,..”,..”,..
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
75
A
1.80 2.00 2.20 2.40
5000 g7 m/z 41.05 27 .23%
55
29 39 47
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21807: 2,2'-Bi-1,3-dioxolane
73 1.80 2.00 2.20 2.40
m/z 47.00 15.25%
5000 45
29
0 | T 58 8 101 116 146
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 180 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088523.D

Aca On : 30 Jun 2016 6:42

Operator : UM/SJ

Sample - H3830-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 unknown3.07 Concentration Rank 8

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

3.07 6.20 ng 225152 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvlene Glvcol 76 C3H802 000057-55-6 43
2 Propanoic acid. 2-hvdroxv-. meth... 104 C4H803 002155-30-8 43
3 (SY-(H)-1.2-Propanediol 76 C3H802 004254-15-3 9
4 1sopropvl Alcohol 60 C3H80 000067-63-0 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 130 (3.073 min): BF088523.D (-127) (-) m/z 45.10 100.00%
45
5000 /k
61 280 3.00 320 340
o...,....,....,....3?.|.:.,.?“?-.,'....,....,....,....,....,. m/z 43.05 18.78%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #938: Propylene Glycol
45

5000 LI  L LLB
2.80 3.00 3.20 3.40
- m/z 61.00 6.35%
19 7 39| 556 76
o) RSN B . 1 R/ . .
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
45
s
2.80 3.00 3.20 3.40
5000 m/z 44.05 5.20%
33
15
o 27 39 55 61 g9 76 89 104 \/ML
e i L R I S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #946: (S)-(+)-1,2-Propanediol R e B
45 280 300 320 340

m/z 42.10 3.19%

5000
o 19 3 39| =561 75 A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088523.D

Aca On : 30 Jun 2016 6:42

Operator : UM/SJ

Sample - H3830-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.99 8.60 ng 312707 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 298 (4.993 min): BF088523.D (-296) (-) m/z 43.10 100.00%
43
59
5000
5 | o 1‘|’1 460 480 500 520 540
O e e e e e m/z 59.10 52.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SRS UL LS
59 460 4.80 5.00 5.20 5.40
m/z 58.10 17.29%
15 31 101
0 ‘ Tl i 50 \‘ 83
LR AR IS LS RS RS IS I I R SIS RS LS A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
460 480 500 520 540
5000 m/z 101.10 15.23%
41
ol 50 73 86
wmmﬁwwwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol e R mama e
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.88%
5000 29 4 83
101
o ‘ Lot 8 e | 12 pg
m/z--> 10 20 30 4'0 50 60 7'0 80 90 100 110 120 130 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088523.D

Aca On : 30 Jun 2016 6:42

Operator : UM/SJ

Sample - H3830-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 9 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.87 2.02 ng 68448 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 900 (11.873 min): BF088523.D (-897) (-) m/z 73.00 100.00%
73
43 60
5000 129

213

R B e

256 11.60 11.80 12.00 12.20
m/z 60.00 81.89%

157 171185

143

Ll

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000 129 LA L L B L
11. 60 11. 80 12. OO 12. 20
H‘

m/z 43.10 76.62%

213
143 157171 185 199

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R R e
11.60 11.80 12.00 12.20
5000 g 129 m/z 57.10 67.45%
87 242
143 199
115 185
101 157171 213
Oyt gl e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid Al B B
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 59.06%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199
ol Ml L e L
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088523.D

Aca On : 30 Jun 2016 6:42

Operator : UM/SJ

Sample - H3830-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 10 Dichloroacetic acid, heptad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.82 4.56 ng 191980 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
Abundance Scan 1070 (13.816 min): BF088523.D (-1068) (-) m/z 57.10 100.00%

7 3

5000

-

13.60 13.80 14.00 14.20
m/z 55.10 94.56%

163 193 216 248

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 8

%

5000 TTTT TTTT TTTT TTTT TT
13.60 13.80 14.00 14.20
29 m/z 43.10 92.27%
oo bt L] 139 168 191210 238 266 205
ek
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
e
13.60 13.80 14.00 14.20
5000 11 m/z 83.05 90.75%
29 139

167 196 224 252 280 308

=B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 R
83 13.60 13.80 14.00 14.20
m/z 69.05 82.95%
5000 Mj\w
o \“ ‘ 167 195 222 250 280 308 336
”w””“”.”” - R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062916\
Data File : BF088523.D

Acq On : 30 Jun 2016 6:42

Operator : UM/SJ

Sample - H3830-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF062916_.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]
unknownl .68 1.68 110.4 ng 4011470 1 6.82 726839 20.0
Propane, 1,l1-dime... 2.08 26.0 ng 946455 1 6.82 726839 20.0
unknown3 .07 3.07 6.2 ng 225152 1 6.82 726839 20.0
2-Pentanone, 4-hy... 4.99 8.6 ng 312707 1 6.82 726839 20.0
n-Hexadecanoic acid 11.87 2.0 ng 68448 4 11.34 677432 20.0
Dichloroacetic ac... 13.82 4.6 ng 191980 5 13.95 841764 20.0
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