LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120515\
Data File : BG019958.D

Aca On : 6 Dec 2015 1:23

Operator : UM/NP

Sample : G4630-17

Misc :

ALS Vial : 47 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 G\METHODS\8270-BG120215.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 5.187 394 400 410 rVB 47256 72770 2.11% 0.489%
2 5.657 473 480 488 rBV 323374 507224 14.72% 3.409%
3 7.255 744 752 763 rBV 218917 367537 10.66% 2.470%
4 7.643 810 818 825 rBV 568507 972423 28.22% 6.535%
5 8.113 891 898 904 rVB 120928 204989 5.95% 1.378%
6 8.436 946 953 962 rBV 508318 888903 25.79% 5.974%
7 9.282 1089 1097 1108 rBV 453228 799156 23.19% 5.371%
8 10.934 1370 1378 1387 rVB 166408 303552 8.81% 2.040%
9 13.372 1785 1793 1800 rBV 1372498 2090869 60.67% 14.052%
10 14.741 2020 2026 2034 rBV2 294792 471734 13.69% 3.170%
11 15.546 2154 2163 2166 rBvV 32970 46946 1.36% 0.316%

12 16.227 2268 2279 2288 rBV 1140590 1748611 50.74% 11.752%
13 17.485 2486 2493 2500 rBV2 403524 605827 17.58% 4.072%
14 18.360 2636 2642 2651 rBV 84391 124333 3.61% 0.836%

15 19.623 2853 2857 2861 rBV2 78440 99210 2.88% 0.667%
16 20.087 2929 2936 2941 rBV 2569630 3446333 100.00% 23.162%
17 20.287 2966 2970 2974 rBV 30285 35824 1.04% 0.241%
18 20.763 3048 3051 3058 rVvB 52739 69603 2.02% 0.468%
19 20.840 3058 3064 3071 rBv4 24822 55165 1.60% 0.371%
20 20.981 3084 3088 3092 rBV3 33420 51243 1.49% 0.344%
21 21.028 3092 3096 3100 rVB 62599 77505 2.25% 0.521%
22 21.098 3105 3108 3112 rVB2 29724 35616 1.03% 0.239%
23 21.386 3154 3157 3165 rVB4 48438 68905 2.00% 0.463%
24 21.539 3179 3183 3192 rVB 50673 81881 2.38% 0.550%
25 21.615 3192 3196 3207 rVB4 25042 56776 1.65% 0.382%

26 21.756 3213 3220 3228 rBV 467115 803223 23.31% 5.398%
27 22.091 3274 3277 3283 rVB 24353 39484 1.15% 0.265%
28 25.035 3767 3778 3792 rVB 258966 753804 21.87% 5.066%

Sum of corrected areas: 14879446
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120515\
Data File : BG019958.D

Aca On : 6 Dec 2015 1:23

Operator : UM/NP

Sample : G4630-17

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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: BG019958.D
2500000

2000000
1500000

1000000

7.64
8.44 9.28

500000
5.66

7.26
10.93
5.19 811

L 1

Time--> 3.00 3.50 4.00 450 5.00 5.50 6. OO 6.50 7.00 750 8.00 850 9.00 9.50 10 00 10 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG019958.D
2500000 20,09

2000000

1500000{ 1337

16.23
1000000
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14.74 akm
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 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: BG019958.D
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1500000

1000000
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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\BG120515\
Data File : BG019958.D

Aca On : 6 Dec 2015 1:23

Operator : UM/NP

Sample : G4630-17

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 2-Hexanol, 2-methyl- Concentration Rank 3

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

5.19 7.10 ng 72770 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 23
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 400 (5.187 min): BG019958.D (-394) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 480 500 520 540 5.60
83.0 : : : : :
o..“...“...“..um..?ﬁQw!“...“...“u..“..=l...“ m/z 59.00 56.58%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
59.0
5000 RS AN SRS RN
480 500 5.20 5.40 5.60
101.0 m/z 101.00 18.89%
a0 40 69.0 83.0
0"|}ﬁq|"“H“"ﬁhhh?ﬁqwhi“"ﬁ'“'l”:“l"'w""w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540 5.60
5000 59.0 m/z 58.00 14 .85%
31.0 830 g30 1010
O SR L T e L e e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 480 500 5.20 5.40 5.60
m/z 41.00 9.29%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘ \‘ 510“‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 9 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120515\
Data File : BG019958.D

Aca On : 6 Dec 2015 1:23

Operator : UM/NP

Sample : G4630-17

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknown7.64 Concentration Rank 1

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

7.64 94 .88 ng 972423 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 817 (7.637 min): BG019958.D (-810) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 se0 || L %0 L T ko 7ho 560
o) NI MO MU N PR, /SN NS .2 AN || NS m/z 68.00 49.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0
5000 U I UL L
7.40 7.60 7.80 8.00
m/z 66.00 32.99%
150 280 390 520 %30 770 900 1040, |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
Py
69.0 104.0 7.40 7.60 7.80 8.00
5000 m/z 134.00 30.96%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R  AREas mEa
132.0 7.40 7.60 7.80 8.00
m/z 69.00 20.83%
5000
33.0 44.0 0.0 105.0
| seo, 860 | | ‘
o) RSN PR 15 AL PRI N S N MU 1} B MMM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120515\
Data File : BG019958.D

Aca On : 6 Dec 2015 1:23

Operator : UM/NP

Sample : G4630-17

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.36 4.10 ng 124333 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 25
5 Dodecane 170 C12H26 000112-40-3 11
Abundance Scan 2642 (18.360 min): BG019958.D (-2636) (-) m/z 73.00 100.00%
73.0
43.0
5000
97.1 129.0 213.1 )
uu 171.0 %0 256.2 18100 18.20 18.40 18.60
Obrrr il : m/z 60.00 95.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 USRS DAL AREE
129.0 mmmmmmmm
97.0 m/z 57.00 75.26%
‘ 157.0 185.0
0Illll‘l”i‘\‘lMHIIHMI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
3.0 18.00 18.20 18.40 18.60
5000 m/z 43.00 73.54Y%
1290 171.0
98.0 : 214.0
o 18.0 149.0
m/z--> 25 45 eb éo 160 150 150 1éo 180 200 220 250 2é0
Abundance #75072: Tetradecanoic acid e e
73.0 18.00 18.20 18.40 18.60
43.0 m/z 55.00 70.96%
0L15.0 g,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.|20 18.|40 18.I60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120515\
Data File : BG019958.D

Aca On : 6 Dec 2015 1:23

Operator : UM/NP

Sample : G4630-17

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 5 Octadecanoic acid Concentration Rank 5

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

19.62 2.47 ng 99210 Chrysene-di12 21.76

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Ethanone. 1-(4.5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 30
5 Hexanoic acid 116 C6H1202 000142-62-1 22

Abundance Scan 2856 (19.617 min): BG019958.D (-2853) (-) m/z 73.00 100.00%

5000

19.40 19.60 19.80 20.00

0 m/z 56.95 98.87%
m/iz--> 0 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
43.0
5000 LI L L B L LB L B
129 0 19. 40 19. 60 19. 80 20 00
50 284.0 m/z 43.10 98.50%
‘ ‘ H 5. 241.0
m/z--> 0 5 15 200 250 300 350
Abundance
43.0
R e RALEEE mE e
73.0 19.40 19.60 19.80 20.00
5000 2840 m/z 59.95 89.12%
129.0
185.0
. 213.0241.0 312.0 372.0
N B e e L e e e e IR B e o B e B
m/iz--> 0 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid
73.0 19.40 19.60 19.80 20.00
43.0 m/z 41.00 72.54%
5000 1290
‘ ‘ 185.0 228.0
0 ..mk,.L.WJ,M.u.,..J.,... — S e e S
m/iz--> 0 50 100 150 200 250 300 350 19. 40 19. 60 19. 80 20 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120515\
Data File : BG019958.D

Aca On : 6 Dec 2015 1:23

Operator : UM/NP

Sample : G4630-17

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknown21.54 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.54 2.04 ng 81881 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-bromo- 192 C8H17Br 000557-35-7 38
2 6-Tridecene. 2.2.4.10.12.12-hexa... 392 C28H56 055255-73-7 12
3 2-Allvilpent-4-enoic acid. methvl... 154 C9H1402 054385-33-0 11
4 Acetamide. N-(4-fluorophenvl)-2-... 251 C13H18FN30 1000267-87-7 10
5 Heptanoic acid, 3-nitrophenyl ester 251 C13H17NO4 056052-18-7 10
Abundance Scan 3183 (21.539 min): BG019958.D (-3179) (-) m/z 57.10 100.00%
57.1
5000 113.1
160.1 21120 21,40 2160 21.80
ol ,-.-‘.- |‘,| e 2089 2600 m/z 113.10 51.71%
m/z--> 50 100 150 200 250 300 350
Abundance #50795: Octane, 2-bromo-
57.0
5000 113.0 21120 21.40 21.60 21.80
m/z 97.05 28.58%
27.0 ‘
0"MUI«W“'I"'M%Q"'I"" U VLN S
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
21120 21.40 21.60 21.80
5000 m/z 111.05 20.49Y%
112.0
o 168.0 2240  280.0 320.0 392.0
m/z--> éo 160 1%0 260 2éo 300 3%0 '
Abundance #26429: 2-Allylpent-4-enoic acid, methyl ester A a maa E,
41.0 113.0 21.20 21.40 21.60 21.80
81.0 m/z 69.00 18.54%
5000
. L 10
miz--> 50 100 150 200 250 300 350 21120 21,40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120515\
Data File : BG019958.D

Acq On : 6 Dec 2015 1:23

Operator : UM/NP

Sample - G4630-17

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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]
2-Hexanol, 2-methyl- 5.19 7.1 ng 72770 1 8.11 204989 20.0
unknown? .64 7.64 94.9 ng 972423 1 8.11 204989 20.0
n-Hexadecanoic acid 18.36 4.1 ng 124333 4 17.48 605827 20.0
Octadecanoic acid 19.62 2.5 ng 99210 5 21.76 803223 20.0
unknown21 .54 21.54 2.0 ng 81881 5 21.76 803223 20.0
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