LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 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-BF050217 .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 1.922 36 40 57 rBvY 1191425 1582045 17.62% 4.748%
2 3.781 350 356 376 rBV 794393 1660416 18.50% 4.983%
3 4.781 518 526 547 rBV 742475 1447387 16.12% 4.344%
4 7.086 912 918 934 rBV 569413 1222753 13.62% 3.670%
5 7.204 934 938 948 rVB 364118 655662 7.30% 1.968%
6 7.534 991 994 1006 rBV 374577 501514 5.59% 1.505%
7 7.722 1022 1026 1030 rBV 90924 128998 1.44% 0.387%
8 7.775 1030 1035 1052 rvB 1115512 1543222 17.19% 4.632%
9 8.445 1145 1149 1165 rBV 695625 1086160 12.10% 3.260%
10 9.569 1335 1340 1350 rBV 468580 671259 7.48% 2.015%

11 11.345 1636 1642 1654 rVB 1757031 2221462 24.75% 6.667%
12 11.563 1674 1679 1686 rVB2 67290 90383 1.01% 0.271%
13 12.039 1756 1760 1764 rBV 116138 148920 1.66% 0.447%
14 12.392 1815 1820 1824 rBV2 577935 736561 8.20% 2.211%
15 13.186 1943 1955 1959 rBV 4335728 8977048 100.00% 26.942%

16 13.239 1961 1964 1969 rVvVv 115892 139934 1.56% 0.420%
17 14.010 2088 2095 2105 rBV 134980 236858 2.64% 0.711%
18 14.745 2214 2220 2223 rBV 111392 157054 1.75% 0.471%
19 14.792 2223 2228 2232 rVV 520746 677764 7.55% 2.034%
20 14.833 2232 2235 2242 rVB 474771 603134 6.72% 1.810%

21 15.415 2329 2334 2339 rBvV 96528 116109 1.29% 0.348%
22 16.015 2430 2436 2438 rBV2 80243 100162 1.12% 0.301%
23 16.104 2448 2451 2460 rVB2 75901 137719 1.53% 0.413%
24 16.598 2531 2535 2539 rVvV 858723 978146 10.90% 2.936%
25 16.721 2549 2556 2560 rBV3 223056 295404 3.29% 0.887%

26 16.856 2572 2579 2582 rBV3 269243 317581 3.54% 0.953%
27 16.898 2582 2586 2594 rVB 753467 968741 10.79% 2.907%
28 17.068 2611 2615 2618 rBV 103764 110576 1.23% 0.332%
29 17.145 2623 2628 2636 rVV 1448096 1721382 19.18% 5.166%
30 17.274 2646 2650 2656 rVB 538267 561095 6.25% 1.684%

31 17.368 2663 2666 2672 rVB2 67589 97602 1.09% 0.293%
32 17.539 2685 2695 2699 rBV6 137214 272479 3.04% 0.818%
33 17.803 2736 2740 2747 rVB 121561 136924 1.53% 0.411%
34 18.398 2835 2841 2851 rBV3 93678 200977 2.24% 0.603%

8270-BF050217.M Mon Jun 05 17:52:55 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF050217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 18.492 2851 2857 2861 rBV2 573357 872234 9.72% 2.618%

36 18.527 2861 2863 2870 rVB3 221390 348231 3.88% 1.045%
37 19.097 2957 2960 2967 rBvV4 56396 94331 1.05% 0.283%
38 19.186 2972 2975 2982 rVB2 64259 90939 1.01% 0.273%
39 19.762 3069 3073 3077 rBV 247603 368627 4.11% 1.106%
40 20.056 3120 3123 3127 rVB 145331 153123 1.71% 0.460%

41 20.115 3130 3133 3138 rVB 179693 196959 2.19% 0.591%
42 20.168 3138 3142 3146 rBVY 343586 399561 4._.45% 1.199%

43 21.421 3351 3355 3364 rBVY 78242 150620 1.68% 0.452%
44 21.780 3412 3416 3426 rVB 66565 141332 1.57% 0.424%

Sum of corrected areas: 33319388
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF060217\

BF095642.D

2 Jun 2017 19:32

SJ/MA

13405-04

12 Sample Multiplier: 1

- Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 2-Butenoic acid, methyl est... Concentration Rank 3

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

1.92 63.09 ng 1582050 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenoic acid. methvl ester. (2Z2)- 100 C5H802 004358-59-2 87
2 Methvl methacrvlate 100 C5H802 000080-62-6 86
3 2-Propenoic acid. 2-methvl-. 2-h... 144 C7H1203 000923-26-2 64
4 Crotonvl isothiocvanate 127 C5H5NOS 060034-28-8 45
5 Methacrylic anhydride 154 C8H1003 000760-93-0 40

Abundance Scan 40 (1.922 min): BF095642.D (-36) (-) m/z 41.05 100.00%
41.0
69.0
5000
100.1 D
59.0 85.0 180 200 220 '
b prrrrpre e et e e e || M/ 69.00 75 34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3751: 2-Butenoic acid, methyl ester, (2)-
69.0
41.0
5000 100.0 LIS N L L B R R
180 200 220
m/z 39.10 50.67%
29.0 59.0 \ 85.0
0'W'”'P'“H“'W'”'P'”H“'ﬁ'”'P'“I“'W“'W'“'P'”I“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
41.0
90 1ho 2bo 2%
5000 m/z 100.10 26.73%
100.0
15.0
29.0 59.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20721: 2-Propenoic acid, 2-methyl-, 2-hydroxypropy!| ester L e e i B
69.0 180 200 220
41.0 m/z 99.10 16.51%
5000
310 58.0 o 100.0
oL 150 ‘\‘ \\\‘ L ‘ 1130 129.0
m/z--> 10 20 30 40 50 60 70 8|0 9'0 100 110 120 130 180 200 220 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 2 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

3.78 66.22 ng 1660420 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 80

Abundance Scan 356 (3.781 min): BF095642.D (-350) (-) 83.10 100.00%

3.40 3.60 3.80 4.00 4.20

55.1 83.1
5000
43.0 98‘.1

67.0
Ol et b 820 L Tw/z 55.10  87.24%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 430 LA LI L L L L LB L LB}

29.0 98.0 3.40 3.60 3.80 4.00 4.20
m/z 98.10 36.01%

“ ‘\\ M‘ 670750 |
0...,....,....,....,....,....,....,....,....,....,....
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
83.0
55.0

43.0 3.40 3.60 3.80 4.00 4.20
5000 m/z 43.00 34.83%
29.0
98.0
69.0
ot e e e e e

miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- S EEmEmmE e ]
55.0 83.0 340 3.60 3.80 4.00 4.20

m/z 39.10 25.42%

41.0
5000 270 8.0
15.0 ‘ 69.0
0 ! ‘ 1 1 ‘ ‘ | ‘ !

m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3. 80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.78 57.72 ng 1447390 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 526 (4.781 min): BF095642.D (-518) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 I SAREE RN AR LR
| 711 831 440 4.60 4.80 5.00 5.20
o} SNBSS 1 AN | RSN S M m/z 59.10 61.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 440 460 4.80 500 5.20
m/z 101.10 22 .84%
ﬁ%o . | 83.0 101.0
S R A LA KRR RAN RN KRR RARLA REAAS SRR LAASN SARAN LA ARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 440 4.60 4.80 5.00 5.20
5000 m/z 58.10 15.73%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 440 4.60 4.80 5.00 5.20
m/z 41.05 9.16%
5000 41.0
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.20 Concentration Rank 6

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

7.20 26.15 ng 655662 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 937 (7.198 min): BF095642.D (-934) (-) m/z 132.00 100.00%
132.0
5000 68.0 I\
w0 | %l-o 6.80 7.00 7.20 7.40 7.60
O e B e L B B o m/z 68.05 37.82%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.80 7.00 7.20 7.40 7.60
310 510 m/z 134.00 31.59%
oL ‘ H\ l|H|||l||‘|||||||‘lll|ll ‘. R A WAL a s s
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
6.80 7.00 7.20 7.40 7.60
5000 67.0 m/z 66.00 21.66%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132.0 6.80 7.00 7.20 7.40 7.60
m/z 96.00 13.87%
5000
105.0
oL B0  TIO | | | 15001780  206.02220
m/z--> 40 60 80 100 120 140 160 180 200 220 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 1-Hexanol, 2-ethyl- Concentration Rank 12

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

7.72 5.14 ng 128998 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 59
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
4 Heptane. 3-ethvl- 128 C9H20 015869-80-4 53
5 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 37

Abundance Scan 1026 (7.722 min): BF095642.D (-1022) (-) m/z 57.10 100.00%
57.1
5000 411
70.1 83.1
| 98.0 7.40 7.60 7.80 8.00
o ey m/z 41.10 37.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0
5000 L SRR LS U AR
41.0 740 7.60 7.80 800
27.0 70.0 m/z 43.05 34.69%
o | mowonpe
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0
7.40 7.60 7.80 8.00
5000 m/z 55.10 24 .74%
43.0 70.0
29.0 98.0
ol 15.0 84.0 117.0 135.0148.0  171.0
LIS LA L S SUELELEA UL DL DAL UL
m/z--> 20 40 60 80 100 120 140 160
Abundance #13662: 2-Propyl-1-pentanol
57.0 7.40 7.60 7.80 8.00
m/z 70.10 22 .73%
5000 410 00
27.0 ‘ H “ 4.0 9801120
0'"'|"""'|‘"""l'"'|""|""|""|""|""|
m/z--> 20 40 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 7 Pentadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.56 2.45 ng 90383 Acenaphthene-d10 12.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
3 Octane. 2.4.6-trimethvl- 156 Cl11H24 062016-37-9 80
4 Octadecane 254 C18H38 000593-45-3 78
5 Nonadecane 268 C19H40 000629-92-5 78
Abundance Scan 1679 (11.563 min): BF095642.D (-1674) (-) m/z 57.05 100.00%
57.0
5000 alo 85.0
113.1 1450 11.20 11.40 11.60 11.80
o ! S e m/z 43.10 70.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane
57.0
5000 LN DAL BURELLE BRI B B
0 85.0 1120 11,40 11.60 11.80
4l m/z 71.05 63.89%
miz--> A 150 1210 % 1% 20
Abundance
57.0
11.20 11.40 11.60 11.80
5000 850 m/z 85.05 37.61%
41.0
141.0
o220 oy 1130 | 1690
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #28445: Octane, 2,4,6-trimethyl-
57.0 11.20 11.40 11.60 11.80
m/z 41.00 34 .45%
5000
41/0 85.0
ol 250 \‘\ | A ,1110.0127.0  156.0
m/z--> 2'0 4'0 6|O 8|O 1(')0 150 140 160 15';0 2(')0 ' 11'20 11. 40 11. 60 11|80 '

8270-BF050217 .M Mon Jun 05 17:53:00 2017

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 8 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.19 243.76 ng 8977050 Acenaphthene-d10 12.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 64
2 Butanoic acid. anhvdride 158 C8H1403 000106-31-0 45
3 3-Cvclopentvipropionic acid. 2-t... 226 C13H2203 1000293-46-9 45
4 Propanoic acid. 2-methvl-. 1.2.3... 302 C15H2606 014295-64-8 45
5 Cyclopropanemethanol, .alpha.-bu... 128 C8H160 004379-16-2 45
Abundance Scan 1956 (13.192 min): BF095642.D (-1943) (-) m/z 71.10 100.00%
711
5000 43.0
1 1591 12.80 13.00 13.20 13.40 13.60
Ol b 290 11801 VT 1852 2152 2432 | n77 43.05  48.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132814: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
43.0
5000 NUNUNAAR DA I
12:80 13.00 13.20 13.40 13.60
m/z 41.05 10.41%
oo b 1020 1430 1730 1980 2430
m/z--> 20 45 60 80 100 120 150 160 180 200 220 240
Abundance
71.0
43.0 12:80 13.00 13.20 13.40 13.60
5000 m/z 56.10 8.35%
15.0
G A I R A SRS L B LA SRS LRSS AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82614: 3-Cyclopentylpropionic acid, 2-tetrahydrofurylmeth... L e i e e
71.0 12.80 13.00 13.20 13.40 13.60
m/z 111.10 7.92%
5000
43.0
0 1l \H ‘ [1 \\‘\ 95.0 125 01440 165.0
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 12:80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Tridecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.24 3.80 ng 139934 Acenaphthene-d10 12.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Pentadecane 212 C15H32 000629-62-9 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
Abundance Scan 1964 (13.239 min): BF095642.D (-1961) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 13.00 13.20 13.40 13.60
141.1
o 20 N g S AL a2 o 43,10 63, 06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
5000 USRI SUNIL BRI B
85.0 13.00 13.20 13.40 13.60
29.0 m/z 71.05 57 .60%
0 | ‘\ H l \‘ I 1130 . 141 0 1840
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
57.0
" 13.00 13.20 13.40 13.60
0
5000 85.0 m/z 85.10 42 .90%
29.0
o 113.0 141 0 169 0 212.0
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance #83023: Hexadecane
57.0 13.00 13.20 13.40 13.60
m/z 41.05 29.57%
5000 85.0
29.0
o ‘ “ L4 113.0 141 0 1690 107.0 2260
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250 1350 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.01 6.99 ng 236858 Phenanthrene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Eicosane 282 C20H42 000112-95-8 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86

Abundance Scan 2095 (14.010 min): BF095642.D (-2088) (-) m/z 57.05 100.00%

57.0

5000

5

13.60 13.80 14.00 14.20 14.40

1131 4412 169.2

o m/z 71.10 67.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
57.0
5000 LIS B L L L L L L LB
85.0 1360 13.80 14.00 14.20 14.40
29.0 m/z 43.10 66.88%
0 ‘ ‘ H \‘ i \‘ 113 0 L 141 0 169.0 212 0
'“v“'v“'v“'v“'v“'w“'v“"“"“"“"“"“w'“w'”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T
13.60 13.80 14.00 14.20 14.40
5000 m/z 85.05 43.74%

85.0
29.0

113.0 141.0 169.0 197.0 226.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane e e e e e
57.0 13.60 13.80 14.00 14.20 14.40

m/z 41.05 33.94%

5000

(o]
(&
o
%

290‘

h | | 1130 1410 169.0 197.0 225.0 2530 282.0

o.”“”.“”.“”.m”.“”.“”.“”..”..”..”..”..”..”w”. SRR o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 11 Tetracosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.42 3.43 ng 116109 Phenanthrene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 2335 (15.421 min): BF095642.D (-2329) (-) m/z 57.05 100.00%

57.0
5000 '

113.1141.2

183.2 15.20 15.40 15.60 15.80

0! m/z 43.05 66.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57.0
5000 LA B L L L L L L LB
85.0 15.20 15.40 15.60 15.80
29.0 m/z 71.05 64.92%
0 ‘ || 1130141.0160.0 197.0 225.0 253.0 281.0 309.0 338.0
”w””“”q””“”.“”.“.””.”.””.”.”“.“.””.”.”“.”.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
e e
15.20 15.40 15.60 15.80
5000 m/z 85.05 51.54Y%
85.0
29.0

113.0 141.0 169.0 197.0 225.0 253.0 282.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #71393: Pentadecane e

57.0 15.20 15.40 15.60 15.80
m/z 41.10 22.82%

5000 85.0
29.0
ol | | | 13014101600 2120

T T T [ s e RRmaS R S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 12 Heptadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.02 2.96 ng 100162 Phenanthrene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2437 (16.021 min): BF095642.D (-2430) (-) m/z 57.05 100.00%
57.0
>0 w&h&
\ w12 1611 15560 16,00 1620 16.40
R | "J-'-'-~.- N — m/z 71.10 65.28%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
5000 LRI LR B UM I
15,80 16.00 16.20 16.40
99.0 m/z 43.05 55.03%
0 27\ O\‘ h “\ ] M‘. A \1410 182.0 240.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
' 15.80 16.00 16.20 16.40
5000 m/z 85.05 42 _.15%
99.0
27.0 141. 0 183. 0 2250 281.0 337.0  394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #83023: Hexadecane e
57.0 15.80 16.00 16.20 16.40
m/z 41.00 29.61%
- ammwwwfﬂmwvvwAﬁﬁhwﬁ*hﬁwwﬁmu
0 27\}0“ | 9? 0\ 141 O 183. 0 226.0
m/z--> 50 100 150 200 250 300 350 ' 15,80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 13 9,10-Anthracenedione Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.10 4_.06 ng 137719 Phenanthrene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 96
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 83
3 Benzolclcinnoline 180 C12H8N2 000230-17-1 64
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 58
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 49
Abundance Scan 2450 (16.098 min): BF095642.D (-2448) (-) m/z 180.10 100.00%
152.1 180.1 208.1
5000 6.0
50.0
. 126.1 15.80 16.00 16.20 16.40
01 m/z 208.05 97 .71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67895: 9,10-Anthracenedione
180.0  208.0
152.0
5000 76.0 L SR UL UL
15.80 16.00 16.20 16.40
50.0 126.0 m/z 152.10 85.21%
olzzo Lol deee T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
180.0
15.80 16.00 16.20 16.40
5000 m/z 151.10 39.00%
152.0
76.0
ol27.0 500 980  126.0
m/z--> 25 4b 65 éo 160 150 1&0 1éo 1éo 260 '
Abundance #45696: Benzo[c]cinnoline
15.0  180.0 15.80 16.00 16.20 16.40
m/z 76.00 35.96%
5000
76.0
126.0
270 800 | | ap0 PO
m/z--> 25 4b eb éo 160 150 150 1éo 1éo 260 ' 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 14 unknownl6.72 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.72 6.77 ng 295404 Chrysene-di12 18.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Piperidinecarbodithioic acid. ... 408 C12H10CI3F3N2S2 1000305-31-5 32
2 2-(4-Bromo-phenvl)-6-methvl-4-ph... 373 C22H16BrN 071858-09-8 17
3 Benzol4.51imidazoll1.2-clauinazol... 373 C20H12BrN3 077123-53-6 17
4 6-(4-Bromophenvl)-benzol4.5Timid... 373 C20H12BrN3 313233-59-9 17
5 Thieno[2,3-b]pyridin-3-amine, 2-... 374 C17H15BrN20S 312316-45-3 17
Abundance Scan 2556 (16.721 min): BF095642.D (-2549) (-) m/z 372.90 100.00%
.9
5000
65.0
10901429 LI L
302.9336.8 16.40 16.60 16.80 17.00
0 m/z 374.90 90.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #214789: 1-Piperidinecarbodithioic acid, 2,3,6-trichloro-5...
373.0
0% a0 16.40 16.60 16.80 17.00
' 128.0 m/z 370.90 47.76%
0 \‘h i \‘m m‘ ‘L ‘ 1870 2450 2830 n 34\-}0 4080
m/z--> 50 100 150 200 250 300 350 400
Abundance
373.0
16.40 16.60 16.80 17.00
5000 m/z 376.90 47 .39%
139.0
292.0
. 89.0 180.0 2709559
m/z--> 50 100 150 200 250 300 350 400
Abundance #198684: Benzo[4,5]imidazo[1,2-c]quinazoline, 6-(3-bromoph... L e
378.0 16.40 16.60 16.80 17.00
m/z 236.90 46 .44%
5000 147.0 293.0
0 63.0 %02'0 1910 236.0
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 15 Heneicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.07 2.54 ng 110576 Chrysene-di12 18.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 76
2 Heptadecane 240 C17H36 000629-78-7 76
3 Eicosane 282 C20H42 000112-95-8 76
4 Tetracosane 338 C24H50 000646-31-1 76
5 Tetratetracontane 619 C44H90 007098-22-8 68
Abundance Scan 2615 (17.068 min): BF095642.D (-2611) (-) m/z 57.10 100.00%
57.1
85.0
5000
1760 210.0 318.0 3748 16.80 17.00 17.20 17.40
ob—— l. .' ]L..l; Illll .114?0 ,....h S TN m/z 71.10 73.04%
m/z--> 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 L B BULLLE BRI B
mmﬂmﬂmﬂm
m/z 43.10 67 .80%
290 27.0
ol L i | 201850 1970 239.0268.0296.0
m/z--> éo 100 150 260 2éo 360 3%0
Abundance
57.0
85.0 16.80 17.00 17.20 17.40
5000 m/z 85.05 52.46%
29.0
o 127.0155.0 197.0 240.0
m/z--> o 'éoll ' 160" "150" ' 560" ' ééoll ' 560" ' ééo"
Abundance #129490: Eicosane Al e B S
57.0 16.80 17.00 17.20 17.40
m/z 41.10 27 .96%
85.0
5000
12 |90 o zm o
m/z--> % @ ﬁ @ ﬁ @ mmﬂmﬂmﬂm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 16 Tributyl acetylcitrate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.27 12.87 ng 561095 Chrysene-di12 18.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributvl acetvicitrate 402 C20H3408 000077-90-7 83
2 Butvl citrate 360 C18H3207 000077-94-1 72
3 Adipic acid. isobutvl 3-pentvl e... 272 C15H2804 1000324-60-4 53
4 T1.17-Biphenvl1-4-o0l. 3-amino- 185 C12H11NO 001134-36-7 43
5 Dibutyl adipate 258 C14H2604 000105-99-7 42
Abundance Scan 2649 (17.268 min): BF095642.D (-2646) (-) m/z 185.10 100.00%
185.1
129.0
5000{ 43.0
259.2
157.0 A BN SN BN BN
102.0 217.1 17.00 17.20 17.40 17.60
oL J ,'|.731'- bbb L o222 | Tm/z 129.00  62.80%
m/z--> 50 100 150 200 250 300 350
Abundance #212858: Tributyl acetylcitrate
185.0
43.0 129.0 259.0
5000 LI B UMM UL UL
17.00 17.20 17.40 17.60
157.0 m/z 43.00 44 _71%
‘ ‘ 102. ‘ 213.0 329.0
0.‘.‘.,“.‘..“.,“.“.l‘.“‘....,‘.‘...,l‘.‘.. ..‘..,..
m/z--> 50 100 150 200 250 300 350
Abundance
185.0
1200 1700 1720 1740 1760
5000 m/z 57.10 26.87%
41.0 259.0
o 8.0 1570 | 2130 287.0 361.0
m/z--> 50 100 150 200 250 300 350
Abundance #120853: Adipic acid, isobutyl 3-pentyl ester e e
129.0 17.00 17.20 17.40 17.60
m/z 41.05 23.09%
5000
185.0
0 290 51.0\\ “10‘::" L \ ‘]‘.5‘6.0 \ i
m/z--> % 100 150 200 250 300 350 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 11H-Benzo[b]fluorene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.37 2.24 ng 97602 Chrysene-di12 18.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 94
2 Pvrene. 1-methvl- 216 C17H12 002381-21-7 91
3 7H-Benzolclfluorene 216 C17H12 000205-12-9 83
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 74
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 74
Abundance Scan 2666 (17.368 min): BF095642.D (-2663) (-) m/z 216.10 100.00%
216.1
5000
107.3
431 30 86.0 0152.9169.0 189.1 17.00 17.20 17.40 17.60
o 136,0.22.91890 m/z 215.10  79.59%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000
17.00 17.20 17.40 17.60
m/z 213.10 25.03%
107.0
ol 220 830 810 , ) 1390 1630 180 |
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216.0
17.00 17.20 17.40 17.60
5000 m/z 217.10 21.59%
94.0 189.0
0 39.0 63.0 111.0 137.0 163.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74417: 7TH-Benzo[c]fluorene
216.0 17.00 17.20 17.40 17.60
m/z 107.35 19.53%
5000
108.0
82.0 ‘ ‘ 189.0 ‘
0I'"'P"'I”"f'”MI"”I"'W""P"'I”M'I'” T
mz-> 20 40 60 80 100 120 140 160 180 200 220 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095642.D

Aca On : 2 Jun 2017 19:32

Operator : SJ/MA

Sample = 13405-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 19 unknownl18.40 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.40 4.61 ng 200977 Chrysene-di12 18.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonahexacontanoic acid 999 C69H13802 040710-32-5 46
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 46
3 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 46
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 46
5 10-Methylnonadecane 282 C20H42 056862-62-5 43
Abundance Scan 2841 (18.398 min): BF095642.D (-2835) (-) m/z 57.10 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060217\

Data File : BF095642.D

Acq On 2 Jun 2017 19:32 Instrument :
Operator : SJ/MA BNA_F

Sample - 13405-04 ClientSampleld :
Misc : R1-SB-4D12
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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]
2-Butenoic acid, ... 1.92 63.1 ng 1582050 1 7.53 501514 20.0
3-Penten-2-one, 4. .. 3.78 66.2 ng 1660420 1 7.53 501514 20.0
2-Pentanone, 4-hy... 4.78 57.7 ng 1447390 1 7.53 501514 20.0
unknown7 .20 7.20 26.1 ng 655662 1 7.53 501514 20.0
1-Hexanol, 2-ethyl- 7.72 5.1 ng 128998 1 7.53 501514 20.0
Pentadecane 11.56 2.5 ng 90383 3 12.39 736561 20.0
2,2,4-Trimethyl-1._. 13.19 243.8 ng 8977050 3 12.39 736561 20.0
Tridecane 13.24 3.8 ng 139934 3 12.39 736561 20.0
Eicosane 14 .01 7.0 ng 236858 4 14.79 677764 20.0
Tetracosane 15.42 3.4 ng 116109 4 14.79 677764 20.0
Heptadecane 16.02 3.0 ng 100162 4 14.79 677764 20.0
9,10-Anthracenedione 16.10 4.1 ng 137719 4 14.79 677764 20.0
unknownl6.72 16.72 6.8 ng 295404 5 18.49 872234 20.0
Heneicosane 17.07 2.5 ng 110576 5 18.49 872234 20.0
Tributyl acetylci... 17.27 12.9 ng 561095 5 18.49 872234 20.0
11H-Benzo[b]fluorene 17.37 2.2 ng 97602 5 18.49 872234 20.0
unknown18.40 18.40 4.6 ng 200977 5 18.49 872234 20.0
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