LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122815\
Data File : BM003823.D

Aca On : 28 Dec 2015 11:37

Operator : UM/SJ

Sample : G4956-08

Misc :

ALS Vial : 5 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 M\METHODS\8270-BM120915.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 4.799 286 291 307 rBV 145087 204331 7.07% 0.876%
2 5.275 366 372 379 rBV 176063 249035 8.61% 1.068%
3 6.875 637 644 654 rBV 128274 215035 7.44% 0.922%
4 7.216 696 702 710 rBV 366498 583306 20.18% 2.502%
5 7.681 774 781 789 rVB 202727 310355 10.73% 1.331%
6 7.999 828 835 844 rVB 705541 1149718 39.77% 4.931%
7 8.840 971 978 990 rBV 555560 919425 31.80% 3.943%
8 9.604 1100 1108 1113 rBV 1437212 2334135 80.73% 10.011%
9 9.669 1113 1119 1125 rVV 1660218 2784452 96.31% 11.942%
10 9.716 1125 1127 1145 rVvV 47271 72089 2.49% 0.309%

11 9.887 1145 1156 1172 rVV2 1491636 2582997 89.34% 11.078%
12 10.469 1248 1255 1262 rBV 284920 463711 16.04% 1.989%
13 11.022 1340 1349 1354 rBvV4 15021 36278 1.25% 0.156%
14 12.951 1670 1677 1683 rBV 1567654 2310158 79.91% 9.908%
15 13.792 1814 1820 1828 rVB 227557 308195 10.66% 1.322%

16 14.334 1906 1912 1921 rVB2 417105 646677 22.37% 2.774%
17 14.922 2004 2012 2014 rBV3 19052 46664 1.61% 0.200%
18 15.163 2046 2053 2055 rBV2 34949 58315 2.02% 0.250%
19 15.828 2160 2166 2173 rBV 510719 726638 25.13% 3.116%
20 15.951 2182 2187 2195 rBV 74251 118281 4_.09% 0.507%

21 16.045 2197 2203 2206 rBV3 34835 67796 2.34% 0.291%
22 16.228 2230 2234 2241 rBV2 20901 38508 1.33% 0.165%
23 16.492 2275 2279 2285 rVB5 19286 36035 1.25% 0.155%

24 17.080 2374 2379 2385 rBV 505754 734052 25.39% 3.148%
25 17.463 2440 2444 2449 rBV2 98228 120314 4.16% 0.516%

26 18.845 2676 2679 2730 rVB6 281854 1413340 48.89%% 6.062%

27 19.416 2772 2776 2783 rVB 81674 89360 3.09% 0.383%
28 19.533 2793 2796 2803 rVB2 38372 51461 1.78% 0.221%
29 19.721 2822 2828 2834 rBV 2242158 2891114 100.00% 12.400%
30 20.468 2951 2955 2958 rBV 60315 69812 2.41% 0.299%
31 20.515 2960 2963 2968 rVB3 35385 49563 1.71% 0.213%
32 20.992 3040 3044 3054 rBV 53858 71841 2.48% 0.308%

33 21.286 3089 3094 3102 rBV 664295 849024 29.37% 3.641%
34 23.521 3468 3474 3488 rVB2 374516 713901 24.69% 3.062%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122815\
Data File : BM003823.D

Aca On : 28 Dec 2015 11:37

Operator : UM/SJ

Sample : G4956-08

Misc :

ALS Vial : 5 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 23315916
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM122815\
Data File : BM003823.D

Aca On - 28 Dec 2015 11:37

Operator : UM/SJ

Sample . G4956-08

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM120915.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: BM003823.D

2000000

9.67

1500000 040989

1000000

8.00

8.84

500000 799

10.47
480 5.28 6.08 7.68

.72 11.02

1 | L L .

T f
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM003823.D

19.72
2000000

12.95
1500000

1000000

15.83 17.08
500000 14.33

13.79

14.9%5.16 28

Ol e e e e A T e e i

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM003823.D

2000000
1500000

1000000
21.29

500000 23.52

20.99 A;

e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122815\
Data File : BM003823.D

Aca On : 28 Dec 2015 11:37

Operator : UM/SJ

Sample : G4956-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 unknown4.80 Concentration Rank 7

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

4.80 13.17 ng 204331 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 38
2 Silane. trimethvl- 74 C3H10Si 000993-07-7 32
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 28
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 25
5 Silane, ethyldimethyl- 88 C4H12Si 000758-21-4 25

Abundance Scan 291 (4.799 min): BM003823.D (-286) (-) m/z 43.10 100.00%
43.1
59.1
5000
1011 T e
|| | n1831 440 4.60 4.80 5.00 5.20
)t A e N m/z 59.10 60.38%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8127: 3-Hexanol, 4-methyl-
59.0
5000 LR I LS IR I
310 450 440 4.60 4.80 5.00 5.20
87.0 m/z 101.10 22 .24%
69.0 :
0 150 M \“ Al ] 98.0 _ 115.0
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59.0
440 4.60 480 500 520
5000 73.0 m/z 45.10 20.68%
43.0
29.0
20 150
s N RN RS AR RRARS RARRS RARRSARARS RARES RRARN SARSN NARRN RN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl- e e
43.0 440 4.60 4.80 5.00 5.20
m/z 41.10 13.93%
5000 50.0
0 ‘?]IO 1y . 830 10:}0 n
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 440 460 4.80 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122815\
Data File : BM003823.D

Aca On : 28 Dec 2015 11:37

Operator : UM/SJ

Sample : G4956-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 1-Propanol, 2-(2-hydroxypro... Concentration Rank 3

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

9.60 100.67 ng 2334140 Naphthalene-d8 10.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 78
2 2.5.8.11.14.17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 74
3 1-Propanol. 2.2"-oxvbis- 134 C6H1403 000108-61-2 72
4 2-Propanol. 1.1"-T(1-methvl-1.2-_... 192 C9H2004 001638-16-0 64
5 Methane, diethoxy- 104 C5H1202 000462-95-3 64

Abundance Scan 1107 (9.599 min): BM003823.D (-1100) (-) m/z 59.10 100.00%
54.1
5000
103.1
41|1 o1 1322 1581 9.20 9.40 9.60 9.80 10.00
Ol 8L L1822 181 n/z 103.10  26.40%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #14599: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
5000 RIS RS AU B
31 103.0 9.20 9.40 9.60 9.80 10.00
‘ m/z 43.10 17 .95%
0'"wﬂ'wﬁ'“i'“'?§9'|“"w"w"“ R S N B
m/z--> 20 60 8 100 120 140 160 180 200 220
Abundance
59.0
9.20 9.40 9.60 9.80 10.00
5000 m/z 41.10 13.96%
103.0
31.0
0 86.0 121.0 1470 1770 221.0
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #14583: 1-Propanol, 2,2'-oxybis-
59.0 9.20 9.40 9.60 9.80 10.00
m/z 45.10 12.70%
5000
103.0
0l 14.0 d‘ \w ‘ 85.0
m/z--> 20 ' eb 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122815\
Data File : BM003823.D

Aca On : 28 Dec 2015 11:37

Operator : UM/SJ

Sample : G4956-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 2-Propanol, 1,1"-[(1-methyl... Concentration Rank 1

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

9.67 120.09 ng 2784450 Naphthalene-d8 10.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1.1"-T(1-methvl-1.2-._.. 192 C9H2004 001638-16-0 78
2 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 78
3 Methane. diethoxv- 104 C5H1202 000462-95-3 72
4 2-Propanol. 1-Tl1-methvl-2-(2-pro... 174 C9H1803 055956-25-7 72
5 Dipropylene glycol 134 C6H1403 025265-71-8 64

Abundance Scan 1119 (9.669 min): BM003823.D (-1113) (-) m/z 59.10 100.00%
59.1
5000
45.1 103.1
721 87.1 9.40 9.60 9.80 10.00
o...,....,....,....,|.|.|..,...:,....,....,...'.,....~....,?.1.7.,1...1.3.2..1.,....,.1.??‘,?].., m/z 103.10 26.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #50889: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(oxy...
59.0
5000 L B L RN SUL
9.40 9.60 9.80 10.00
31.0 450 103.0 m/z 45.10 20.71%
ol 180 | | 730 890 170130 161.0
miz> 10 20 30 40 80 60 70 80 0 100 110 120 130 140 150 160
Abundance
59.0
9.40 9.60 9.80 10.00
5000 m/z 43.10 20.57%
310 4o 103.0
0 75.0 89.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4642: Methane, diethoxy-
31.0 59.0 9.40 9.60 9.80 10.00
m/z 41.10 15.44%
5000
103.0
15.0 45.0
0 ! \‘ N ‘ Il 50 890
iz 10 30 30 40 5060 75 80 95 100 116 130 150 140 120 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122815\
Data File : BM003823.D

Aca On : 28 Dec 2015 11:37

Operator : UM/SJ

Sample : G4956-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 Dipropylene glycol Concentration Rank 10

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

9.72 3.11 ng 72089 Naphthalene-d8 10.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dipropvlene alvcol 134 C6H1403 025265-71-8 72
2 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 56
3 2-Propanol., 1.1"-T(1-methvl-1.2-._._. 192 C9H2004 001638-16-0 56
4 2.5.8.11.14-Pentaoxapentadecane 222 C10H2205 000143-24-8 56
5 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 40

Abundance Scan 1128 (9.722 min): BM003823.D (-1125) (-) m/z 59.10 100.00%
59.1
5000
43.1 103.1
||| 730 | 145.1 9.40 9.60 9.80 10.00
0'W“HVHW““J“W““P“W*“V“W““P“W““v“'““PAW““P“'l m/z 103.10 24.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14578: Dipropylene glycol
59.0
5000 LRSS U
31.0 103.0 9.40 9.60 9.80 10.00
45.0 m/z 43.10 21.46%
150 M‘ | 750 89.0
A RS AN AR RS RAARY RN LA AR NRAS LARRERAAS SRR LAY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
9.40 9.60 9.80 10.00
5000 m/z 41.10 16.63%
310 450 103.0
ol 150 75.0 89.0
LR R AL AR RRARS EARS AL KA RAREA KRN UL LA LARAN LARAY RALAN RARAS LARRST
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #50889: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(oxy...
59.0 9.40 9.60 9.80 10.00
m/z 45.10 14 .89%
5000
103.0
18.0 31\'0 3 | uro 161.0
0 "v"fv"“l“"”wi'|"”i"“Z?;gw"ggfg"lﬁ"l'“h 'E?E%p“l"“l"'w“l'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122815\
Data File : BM003823.D

Aca On : 28 Dec 2015 11:37

Operator : UM/SJ

Sample : G4956-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 Propanedioic acid, dimethyl.._. Concentration Rank 2

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

9.89 111.41 ng 2583000 Naphthalene-d8 10.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanedioic acid. dimethvl ester 132 C5H804 000108-59-8 50
2 Butanoic acid. 4-(2-methoxv-1-me... 204 C9H1605 054966-46-0 42
3 Silane. trimethvl- 74 C3H10Si 000993-07-7 35
4 Hvdrazine. 1.1-dimethvl-2-propvl- 102 C5H14N2 052728-54-8 35
5 3H-1,2,4-Triazole-3-thione, 1,2-... 101 C2H3N3S 003179-31-5 32

Abundance Scan 1157 (9.893 min): BM003823.D (-1145) (-) m/z 101.10 100.00%
59.0 101.1
43.0
5000
731 S ARAS SR AR R
87.1 ljr7_1131.2 9.60 9.80 10.00 10.20
| SN et e e m/z 59.05 87.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13774: Propanedioic acid, dimethyl ester
59.0 101.0
5000 15.0 74.0
9.60 9.80 10.00 10.20
42.0 m/z 43.05 73.06%
O....|....|....|....|8.7.'0..|....|.1.3.2.9|....|....|
m/z--> 20 40 60 80 100 120 140 160
Abundance
59.0 101.0
9.60 9.80 10.00 10.20
5000 m/z 57.10 64 .34%
43.0 87.0
0 74.0 117.0 145.0 173.0
mz-> 20 40 60 80 100 120 140 160
Abundance #785: Silane, trimethyl- A S L S .
54.0 9.60 9.80 10.00 10.20
m/z 41.10 30.62%
73.0
5000
43.0
0""I?%P'JJ'“JP"N'I'”'I""I""I""I""I
m/z--> 20 40 60 80 100 120 140 160 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122815\
Data File : BM003823.D

Aca On : 28 Dec 2015 11:37

Operator : UM/SJ

Sample : G4956-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 unknownl5.95 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.95 3.22 ng 118281 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 5-Amino-6-chloro-2.3-pvrazinedic... 179 C6H2CIN5 056413-96-8 43

2 2-(2-Chlorophenvl)oxazole 179 C9H6CINO 062881-98-5 37
3 Benzolhlauinoline 179 C13HO9N 000230-27-3 32
4 Phenanthridine 179 C13HON 000229-87-8 32
5 7-Chloro-4-hydroxyquinoline 179 C9H6CINO 000086-99-7 32
Abundance m/z 178.90 100.00%

Scan 2187 (15.951 min): BM003823.D (-2182) (-)
.9

5000

15.60 15.80 16.00 16.20

0 m/z 57.05 52.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #42026: 5-Amino-6-chloro-2,3-pyrazinedicarbonitrile
179.0
N
2000 144.0 15.|60 15.|80 16.|00 16.|20 I
m/z 180.90 41 _56%
420 760 125.0
02|40|‘|“|10|20‘|‘||l|||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

179.0

15.60 15.80 16.00 16.20

5000 m/z 177.90 37.75%
89.0 1040 1510

40.0
63.0
o) MRS FBSPU ENAP " MG S | M | U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #41989: Benzo[h]quinoline R R ma e
179.0 15.60 15.80 16.00 16.20
m/z 143.00 34.79%
5000
151.0
39.0 63.0 89"0 126.0 ‘ ‘
3 SRR N WA SRS A BN — NS WAV NP
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122815\
Data File : BM003823.D

Aca On : 28 Dec 2015 11:37

Operator : UM/SJ

Sample : G4956-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 9 7-Hexadecene, (Z2)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.46 3.28 ng 120314 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecene. (2)- 224 C16H32 035507-09-6 98
2 Cvclotetradecane 196 C14H28 000295-17-0 95
3 1-Hexadecanol 242 C16H340 036653-82-4 94
4 3-Octadecene. (E)- 252 C18H36 007206-19-1 91
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 91
Abundance Scan 2444 (17.463 min): BM003823.D (-2440) (-) m/z 83.05 100.00%
.0
5000 S
1391 1681 196.1 17.20 17.40 17.60 17.80
o 2238 298 | h/z 55.10 97.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72494: 7-Hexadecene, (2)-
58.0
5000 L S BRI SURRUR I
17,20 17.40 17.60 17.80
29.0 111.0 m/z 69.05 96.35%
0 N | 140.0 167.0 1960 2240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55.0
830 LI IR BN SURIURE SR
17.20 17.40 17.60 17.80
5000 m/z 43.10 78.91%
29.0 111.0
o 139.0 168.0 196.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83800: 1-Hexadecanol Al B R RERae B
53.0 83.0 17.20 17.40 17.60 17.80
m/z 57.10 75.69%
5000
29.0 111.0
0 ‘ “ \ 140.0 168.0 196.0 224.0
m/z--> """"" 60 80 100 120 140 160 180 200 220 240 260 1720 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122815\
Data File : BM003823.D

Aca On : 28 Dec 2015 11:37

Operator : UM/SJ

Sample : G4956-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 10 1-Heptadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.85 38.51 ng 1413340 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecanol 256 C17H360 001454-85-9 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 1-Octadecanol 270 C18H380 000112-92-5 91
4 Acetic acid. trifluoro-. tetrade... 310 C16H29F302 006222-02-2 91
5 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 91

Abundance Scan 2680 (18.851 min): BM003823.D (-2676) (-) m/z 83.10 100.00%

1

55.1

5000

-

18.60 18.80 19.00 19.20
m/z 69.10 84.23%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92320: 1-Heptadecanol

55.0 g3

:

18.I60 18.I8O 19.IOO 19!20
m/z 55.10 81.87%

5000

139.0 168.0

210.0 238.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

57.0
83.0 UL RIS SN SN B
18.60 18.80 19.00 19.20
5000 m/z 97.05 75.82%
29.0 111.0

139.0 167.0 196.0 224.0 252.0 280.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100813: 1-Octadecanol e e
43.0 18.60 18.80 19.00 19.20
m/z 43.10 74.78%
- ,A\-,EMMhA/\A~\~m/HA,mh
. “\ | 1390 1680 196.0 224.0 252.0
REaE L o AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122815\
Data File : BM003823.D

Aca On : 28 Dec 2015 11:37

Operator : UM/SJ

Sample : G4956-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 11 Hexadecanoic acid, 1,1-dime... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.42 2.11 ng 89360 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 58
2 Nipecotic acid 129 C6H11NO2 000498-95-3 43
3 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 35
4 1-Pentene. 2.4-dimethvl- 98 C7H14 002213-32-3 25
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 25

Abundance Scan 2777 (19.421 min): BM003823.D (-2772) (-) m/z 56.10 100.00%

56.1

5000 257.3

%

157.1 185.1 213.2

19.20 19.40 19.60 19.80

281.0

0 m/z 57.05 55.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 LA L L L L L LB
29.0 19,20 19.40 19,60 19.80
830 129 m/z 257.30 42 . 75%
0 ‘ h “‘ \‘H\ oty soilloy 157.0 185.0 213.0 | 257 0281 0 312.0
”qnupn .”.””P”.””.”.””.”.””.”.””P”q””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
\\—“\IIIIIIIIIIIIIIIIIIIIIII
19.20 19.40 19.60 19.80
5000 m/z 43.10 40.90%
30.0 84.0 1290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12235: Oxirane, 2,3-bis(1-methylethyl)-, trans- A L R REmms e
56.0 19.20 19.40 19.60 19.80
m/z 41.05 40.89%
- \_W—J\MW
|
A wa  a  a AAL A L R REmms e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19. 20 19. 40 19. 60 19. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122815\
Data File : BM003823.D

Acq On : 28 Dec 2015 11:37

Operator : UM/SJ

Sample - G4956-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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]
unknown4 .80 4.80 13.2 ng 204331 1 7.68 310355 20.0
1-Propanol, 2-(2-... 9.60 100.7 ng 2334140 2 10.47 463711 20.0
2-Propanol, 1,1"-__. 9.67 120.1 ng 2784450 2 10.47 463711 20.0
Dipropylene glycol 9.72 3.1 ng 72089 2 10.47 463711 20.0
Propanedioic acid... 9.89 111.4 ng 2583000 2 10.47 463711 20.0
unknown15.95 15.95 3.2 ng 118281 4 17.08 734052 20.0
7-Hexadecene, (2)- 17 .46 3.3 ng 120314 4 17.08 734052 20.0
1-Heptadecanol 18.85 38.5 ng 1413340 4 17.08 734052 20.0
Hexadecanoic acid... 19.42 2.1 ng 89360 5 21.29 849024 20.0
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