LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016922.D

Aca On > 7 May 2015 14:17

Operator : TP/1Z

Sample : 62062-01

Misc :

ALS Vial : 11 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-BG050515.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 2.924 35 40 49 rBV 386109 703658 13.99% 2.698%
2 3.000 49 53 63 rvB 623767 843127 16.76% 3.232%
3 4.921 375 380 386 rBV 42574 64219 1.28% 0.246%
4 5.380 451 458 469 rVB 812991 1194450 23.75% 4 _.579%
5 6.960 720 727 734 rBV 592516 912666 18.15% 3.499%

7.330 782 790 801 rvVB 1311904 2064913 41.06% 7.916%
7.800 863 870 877 rBvV 267231 414835 8.25% 1.590%
916953 1473709 29.30% 5.650%
8.294 948 954 959 rvB2 32107 50337 1.00% 0.193%
8.952 1058 1066 1076 rVB 884248 1522775 30.28% 5.838%
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11 10.591 1337 1345 1351 rBV 374614 633848 12.60% 2.430%
12 13.059 1758 1765 1772 rVB 2221354 3245623 64.53% 12.442%
13 14.440 1993 2000 2006 rBV2 565813 881999 17 .54% 3.381%
14 15.926 2245 2253 2263 rBV 2147350 3046772 60.58% 11.680%
15 16.948 2422 2427 2432 rBV2 46649 67237 1.34% 0.258%

16 17.178 2461 2466 2474 rVB2 736238 1061476 21.10% 4_.069%
17 18.076 2614 2619 2625 rBvV2 207601 295525 5.88% 1.133%
18 19.357 2833 2837 2843 rBV 190254 263398 5.24% 1.010%
19 19.810 2908 2914 2925 rBV 4172956 5029505 100.00% 19.281%
20 21.079 3126 3130 3138 rBV3 58062 89399 1.78% 0.343%

21 21.361 3172 3178 3183 rBV 935638 1124685 22.36% 4.312%
22 23.664 3562 3570 3581 rBV 544515 1101105 21.89% 4.221%

Sum of corrected areas: 26085261
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO050715\
Data File : BG016922.D

Aca On 7 May 2015 14:17

Operator : TP/I1Z

Sample : G2062-01

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG050515.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: BG016922.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016922.D

Aca On : 7 May 2015 14:17

Operator : TP/1Z

Sample : 62062-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.00 40.65 ng 843127 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9

Abundance Scan 53 (3.000 min): BG016922.D (-49) (-) m/z 73.05 100.00%

73
5000 43

280 300 320 340

o A = 2% "m/z 43.10 46.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
2000 2 80 3.00 3.40
43 y 8. 4

m/z 55.05 26.49%

J 8 A 48
,,, T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73

280 3.00 3.20 3.40

5000 m/z 87.10 25.91%
45
29 88
mmwmmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #720: N-Ethylformamide o B e
3 2. 80 3. 00 3. 20 3. 40
73 m/z 41.00 14 .83%
5000
58
1
B e ML m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.80 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016922.D

Aca On : 7 May 2015 14:17

Operator : TP/1Z

Sample : 62062-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.92 3.10 ng 64219 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 3-Tridecanol 200 C13H280 010289-68-6 25
3 3-Heptanol. 6-methvl- 130 C8H180 018720-66-6 25
4 3-0Octanol 130 C8H180 000589-98-0 23
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 23

Abundance Scan 380 (4.921 min): BG016922.D (-375) (-) m/z 43.00 100.00%
43
5000
101 ISR SRS SRR AR

4.60 4.80 5.00 5.20

73
,...'.-,..~-.A.-,|....,....,....,....,.??9.,.3’.7?.,....,.‘.‘7.8. m/z 59.00 53.74%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S R LA LS AR
4.60 4.80 5.00 5.20
m/z 57.95 18.91%

15 ‘ 101
‘ o ‘

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

59

4.60 4.80 500 5.20
5000 m/z 101.00 16.99%
83

29 111 171

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

Abundance #13234: 3-Heptanol, 6-methyl-

59 460 4.80 5.00 5.20

m/z 41.10 14 _.47%
83
5000
29

: ‘:..F.lz...,....,....,....,....,....,....,.... e EARREEREEETEE

m/z--> 0 50 100 150 200 250 300 350 400 450 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016922.D

Aca On : 7 May 2015 14:17

Operator : TP/1Z

Sample : 62062-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown7.33 Concentration Rank 1

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

7.33 99.55 ng 2064910 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 790 (7.330 min): BG016922.D (-782) (-) m/z 132.00 100.00%
132
5000 68
40 96 BASARESSRARASERRA N
7.00 7.20 7.40 7.60
117 || 163 196 267 299 n/7z 68.00 47 290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 AL AU U R
69 7.00 7.20 7.40 7.60
39 m/z 66.00 32.84%
89 105
rrrrn-rrn—v—rn—n—rrn—v—rv—rn—rn—n—rv—rn—rn—n—rrr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
132
7.00 7.20 7.40 7.60
5000 97 m/z 134.00 32.49%
70
31
51 116
mwmwmmﬁmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14013: 1H-Benzimidazole, 2-methyl- B e R
132 7.00 7.20 7.40 7.60
m/z 69.10 20.42%
5000

15 39 1l 6? 78 Ly 10\4 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016922.D

Aca On : 7 May 2015 14:17

Operator : TP/1Z

Sample : 62062-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
Quant Title : 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 7 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.08 5.57 ng 295525 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2620 (18.082 min): BG016922.D (-2614) (-) m/z 43.05 100.00%

5000

17.80 18.00 18.20 18.40
m/z 73.00 96.44%

299 327

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92228: n-Hexadecanoic acid
43 7
5000 256 ™Y LI L L L B T 1T

17.80 18.00 18.20 18.40
m/z 60.00 80.93%

2 213
I 157 185
il u H
”qunpuq“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
43 e ma B
17.80 18.00 18.20 18.40
5000 129 m/z 41.05 74.41%
185
97 228
27 157 11
WWWWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #65565: Tridecanoic acid AR EA e
s 17.80 18.00 18.20 18.40
43 m/z 57.05 73 .30%
5000 129
171
ZT ‘ ‘ 214
el H‘ N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016922.D

Aca On : 7 May 2015 14:17

Operator : TP/1Z

Sample : 62062-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 8 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.36 4.68 ng 263398 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 60
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 2837 (19.357 min): BG016922.D (-2833) (-) m/z 43.05 100.00%
43
73
5000 129
284
97 185 241 AU AL
155 213 19.00 19.20 19.40 19.60
erii L, SRl 3R T3 00 73.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #108843: Octadecanoic acid
43 73
5000 129
19.00 19.20 19.40 19.60
‘ 9 185 o4 m/z 41.05 71.18%
15 “. UI hl ll 4| le ‘.‘}5‘.7.‘ .“. ‘,2}:.3. .‘ - .“. S —
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 73
19,00 19.20 19.40 19.60
5000 129 m/z 60.00 65.34Y%
97 199 242
157
""I""I""I'%ﬁ'l"" U DA DU BN
m/z--> 50 100 150 200 250 300 350 400
Abundance #75072: Tetradecanoic acid P PR e
78 19.00 19.20 19.40 19.60
43 m/z 57.05 64 .06%
5000 129
185
V 97 228
?-SI\‘IUIHI‘II .m.hﬂ*t.w.ﬁ‘?.?.‘.‘. ‘l..L. ———
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050715\
Data File : BG016922.D

Acq On > 7 May 2015 14:17

Operator : TP/1Z

Sample - G2062-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.M
Quant Title : 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]
Butane, 2-methoxy... 3.00 40.6 ng 843127 1 7.80 414835 20.0
2-Pentanone, 4-hy... 4.92 3.1 ng 64219 1 7.80 414835 20.0
unknown? .33 7.33 99.5 ng 2064910 1 7.80 414835 20.0
n-Hexadecanoic acid 18.08 5.6 ng 295525 4 17.18 1061480 20.0
Octadecanoic acid 19.36 4.7 ng 263398 5 21.36 1124690 20.0
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