LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018753.D

Aca On : 18 Sep 2015 00:53

Operator : TP

Sample : 63679-06

Misc :

ALS Vial : 19 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-BG091115.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 3.103 39 45 53 rBv 53002 89353 2.84% 0.578%
2 3.180 53 58 72 rVB 1206213 1660606 52.71% 10.748%
3 4 _.507 278 284 295 rBV 197796 292515 9.28% 1.893%
4 5.101 380 385 393 rVB 119060 173074 5.49% 1.120%
5 5.571 459 465 475 rVB 197996 319959 10.16% 2.071%
6 7.163 729 736 747 rBV 172725 296952 9.43% 1.922%
7 7.533 792 799 809 rBV 271575 452577 14.36% 2.929%
8 7.997 872 878 886 rVB 139121 236935 7.52% 1.534%
9 8.326 923 934 941 rBV 460037 789089 25.05% 5.107%
10 9.161 1067 1076 1085 rBV 361330 635040 20.16% 4.110%

11 10.806 1347 1356 1362 rBV 201945 366394 11.63% 2.371%
12 13.250 1765 1772 1779 rBV 1221468 1877941 59.61% 12.155%
13 14.073 1904 1912 1919 rBV 169961 250841 7.96% 1.624%
14 14.625 1997 2006 2014 rBV3 389309 626965 19.90% 4._.058%

15 15.436 2136 2144 2147 rBV2 53382 85984 2.73% 0.557%
16 16.111 2251 2259 2273 rBV 490280 720369 22.86% 4.663%
17 16.329 2291 2296 2299 rBV 34238 46487 1.48% 0.301%
18 17.116 2424 2430 2434 rBV2 32034 41416 1.31% 0.268%

19 17.369 2465 2473 2480 rBV2 586550 869002 27.58% 5.625%
20 18.256 2619 2624 2633 rBV2 118498 193648 6.15% 1.253%

21 19.525 2835 2840 2844 rBV2 41827 59923 1.90% 0.388%
22 19.978 2911 2917 2923 rBV 2498392 3150602 100.00% 20.392%
23 21.270 3132 3137 3148 rBV3 79599 165251 5.25% 1.070%
24 21.629 3191 3198 3209 rBvV 643474 1030547 32.71% 6.670%
25 24.819 3729 3741 3754 rBV 360630 1018764 32.34% 6.594%

Sum of corrected areas: 15450234
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG091815\
Data File : BG018753.D

Aca On : 18 Sep 2015 00:53

Operator : TP

Sample : G3679-06

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance :
2500000 TIC: BG018753.D

2000000

1500000
3.18

1000000

8.33
500000 9.16

7.53
o 451 .. 557 716 8.00 10.81

Time--> 300 3.50 4.00 4.50 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance
2500000 TIC: BG018753.D Lolos

2000000

1500000
13.25

1000000

17.37 21.63

500000 14.62 1611

14.07
15.44 16.33 17.12 18.26 19.53 21.27

0 M - A D \
LN L B I e B L B I B L N N O B D B B B B L B B

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
Abyndance TIC: BG018753.D

2000000

1500000

1000000

500000 24.82

O R T e T e e e e

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\BG091815\
Data File : BG018753.D

Aca On : 18 Sep 2015 00:53

Operator : TP

Sample : 63679-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.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 1

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

3.18 140.17 ng 1660610 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 58 (3.180 min): BG018753.D (-53) (-) m/z 73.00 100.00%
B
5000 /\y
3 55 87 S N —
| 300 320 340 3.60
el e X7 Tm/z 43.00 30.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 B S
43 95 300 320 340 3.60
- 87 m/z 87.00 27 .12%
-.-‘l“e-‘.“-‘--‘-.--“-‘-.-‘---1?4---.----.----.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
1300 320 340 3.60
5000 m/z 55.00 22 .59%
45
29
55 101
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #1968: Silane, tetramethyl- R B e B i
73 300 320 340 3.60
m/z 71.05 12.29%
5000
45
2 | 59 | 88

m/z--> 20 40 60 80 100 120 140 160 180 200 3.00 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018753.D

Aca On : 18 Sep 2015 00:53

Operator : TP

Sample : 63679-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.51 24.69 ng 292515 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 83
4 Furan. 2-methoxv- 98 C5H602 025414-22-6 78
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 78

Abundance Scan 284 (4.507 min): BG018753.D (-278) (-) m/z 83.00 100.00%
55 3
5000 98
43
—
4.20 4.40 4.60 4.80
...,....,....,.?.6:|i'....;-.'.:.,..‘?.7,.7f4..,.!..,....,....1,1.?..,....,1.?‘.‘.,. m/z 55.00 80.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 RN SRR LN LR
29 98 4.20 4.40 4.60 4.80
‘ m/z 98.00 40.61%
"'I”"I'”'I'?ﬁl"'W""P'§7I7ﬂ' SABANEADS SRAM DRSS BRERS SRR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
83
55 420 440 460 480
5000 43 m/z 43.00 31.33%
98
29
36 62976 a1
wmmmmrmﬁrmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- R T PR T
5 83 4.20 4.40 4.60 4.80
m/z 39.00 20.96%
41
5000 7 o8
15 ‘ 69
...“.M.,”:J,?ﬂail.ﬁﬁhhl.?%.wi.7§ SSARRRASN LARA) AR AR RARAE N RS UL A L LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018753.D

Aca On : 18 Sep 2015 00:53

Operator : TP

Sample : 63679-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.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 unknown5.10 Concentration Rank 5

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

5.10 14.61 ng 173074 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 37
3 2.5.8.11.14-Pentaoxapentadecane 222 C10H2205 000143-24-8 28
4 Propane. l-ethoxv-2-methvyl- 102 C6H140 000627-02-1 25
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 25

Abundance Scan 385 (5.101 min): BG018753.D (-380) (-) m/z 43.00 100.00%
43
59
5000
101 SN 1 S —
4.80 500 5.20 5.40
83
.,....',Iu:..!'|i..7.3.,-....~,|....,....,....,....,.1??. m/z 59.00 60.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R AL U
59 480 500 520 540
m/z 101.00 24 .32%
101
'|'ﬁ%“ﬁ"‘t""F?"wM'"|""|'”'|""|'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59
31 480 500 520 540
5000 m/z 58.00 19.57%
41
50 73 87 97 116
miz-> 20 40 60 80 100 120 140 160 180
Abundance #70350: 2,5,8,11,14-Pentaoxapentadecane
59 4.80 500 5.20 5.40
m/z 41.00 7.66%
5000
31
45 ‘ 103
‘H S 73 8 1 117 133 147 177
m/z--> ﬁo 45 60 éo 160 150 150 1éo 1éo 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018753.D

Aca On : 18 Sep 2015 00:53

Operator : TP

Sample : 63679-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.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 unknown7.53 Concentration Rank 3

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

7.53 38.20 ng 452577 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 798 (7.527 min): BG018753.D (-792) (-) m/z 132.00 100.00%
132
5000 68
40 ® son 720 7.40 7.60 7.80
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 A L UL A
a1 o7 7.20 7.40 7.60 7.80
117 m/z 134.00 31.06%
...|....|....|....?....|....... R R B S SARARRRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
132
9 720 7.40 7.60 7.80
5000 m/z 66.00 25.69%
31 51
WWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14006: 5-Aminoindole '/'\T' R ma
132 7.20 7.40 7.60 7.80

m/z 69.00 14 .91%

5000
104
66
27 91 77 89
LU Ly

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018753.D

Aca On : 18 Sep 2015 00:53

Operator : TP

Sample : 63679-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.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 7 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.26 4_.46 ng 193648 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 76
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 2625 (18.262 min): BG018753.D (-2619) (-) m/z 73.00 100.00%
7B
43 60
5000
o7 129 213
U5 | g15717H85 | 5p7 256 | 18.00 18.20 18.40 18.60
Frpre e m/z 43.00 74 .29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 R AR AR DA AR
mmmmmmmm
i 21 m/z 60.00 70.73%
185
— Il‘l - I‘I‘I T 143 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
18.00 18.20 18.40 18.60
5000 129 m/z 55.00 63.25%
29 87 185 228
101115 143157171 199213
m/z--> 25 45 eb éo 160 150 150 160 180 200 220 250 2é0
Abundance #65566: Tridecanoic acid B ean et et
60 78 18.00 18.20 18.40 18.60
m/z 57.10 61.76%
43
5000
129
29 ‘ . 1s 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. oo 18 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018753.D

Aca On : 18 Sep 2015 00:53

Operator : TP

Sample : 63679-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.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 1-Nonadecanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.27 3.21 ng 165251 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 95
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 93
4 1-Octadecanol 270 C18H380 000112-92-5 93
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
Abundance Scan 3137 (21.270 min): BG018753.D (-3132) (-) m/z 57.10 100.00%

5000

i

o5p 282 21.00 21.20 21.40 21.60
m/z 83.00 96.15%

139

168 192211

m/z--> 50 100 150 200 250 300 350
Abundance #108955: 1-Nonadecano
5000
111 21.00 21.20 21.40 21.60
‘ m/z 55.00 87.77%
139
1yl le H w PP B
m/z--> 200 250 300 350
Abundance
57 83
L o
21.00 21.20 21.40 21.60
5000 11 m/z 43.00 87.30%
29
139 168 191210 238 266 295
——— T T T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecy! ester B i
57 83 21.00 21.20 21.40 21.60
m/z 69.00 86.26%
5000 n
il H |
139 250
DAL 200 100 20 20 297 000 | ner e s
m/z--> 50 100 150 200 250 300 350 21. 00 21 20 21. 40 21. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091815\
Data File : BG018753.D

Acq On : 18 Sep 2015 00:53

Operator : TP

Sample : G3679-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.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]
Butane, 2-methoxy... 3.18 140.2 ng 1660610 1 8.00 236935 20.0
3-Penten-2-one, 4... 4.51 24_.7 ng 292515 1 8.00 236935 20.0
unknown5.10 5.10 14.6 ng 173074 1 8.00 236935 20.0
unknown?7 .53 7.53 38.2 ng 452577 1 8.00 236935 20.0
n-Hexadecanoic acid 18.26 4.5 ng 193648 4 17.37 869002 20.0
1-Nonadecanol 21.27 3.2 ng 165251 5 21.63 1030550 20.0
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