LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

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 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 5.119 537 541 558 rBV 111848 278574 5.89% 0.512%
2 5.713 638 642 677 rBY 1335219 2933339 61.98% 5.395%
3 7.295 907 911 927 rBV 1527495 2845770 60.13% 5.234%
4 7.419 927 932 950 rVV 2063414 3474649 73.42% 6.390%
5 7.548 950 954 962 rVB 382702 440054 9.30% 0.809%
6 7.754 985 989 999 rBV 386825 507654 10.73% 0.934%
7 7.989 1024 1029 1046 rVB 1887295 2382780 50.35% 4.382%
8 8.654 1137 1142 1159 rBV 1104653 1656530 35.00% 3.047%
9 9.771 1328 1332 1348 rBV 374925 647802 13.69% 1.191%
10 10.271 1412 1417 1431 rBvV 826393 1197687 25.31% 2.203%

11 11.542 1627 1633 1655 rBV 2203694 3194533 67.50% 5.875%
12 12.218 1744 1748 1749 rBvV 97656 99261 2.10% 0.183%
13 12.242 1749 1752 1759 rVvVv 248991 405770 8.57% 0.746%
14 12.301 1759 1762 1769 rVB 105711 129632 2.74% 0.238%
15 12.601 1809 1813 1823 rVvV2 448219 737010 15.57% 1.355%

16 12.689 1823 1828 1835 rVB 296840 357725 7.56% 0.658%

17 12.871 1856 1859 1872 rVB2 33918 69609 1.47% 0.128%
18 13.430 1950 1954 1960 rVB 51822 57830 1.22% 0.106%
19 13.901 2025 2034 2046 rBV 1096842 1887100 39.88% 3.471%
20 14.206 2082 2086 2089 rBV 74194 87502 1.85% 0.161%
21 14.401 2116 2119 2125 rVB2 44953 52348 1.11% 0.096%

22 14.454 2125 2128 2136 rBV 82752 129811 2.74% 0.239%
23 14.648 2154 2161 2170 rBV2 85525 169952 3.59% 0.313%
24 14.936 2206 2210 2214 rBV 54399 62588 1.32% 0.115%
25 15.006 2218 2222 2234 rVB 427699 677086 14.31% 1.245%

26 15.224 2253 2259 2265 rBV7 25715 49203 1.04% 0.090%
27 15.371 2281 2284 2290 rVB 53049 63791 1.35% 0.117%
28 15.659 2329 2333 2336 rBV2 50037 59640 1.26% 0.110%

29 15.942 2377 2381 2382 rBV 257544 273378 5.78% 0.503%
30 15.983 2382 2388 2398 rVv2 925835 1870511 39.53% 3.440%

31 16.059 2399 2401 2412 rVB5 61407 120653 2.55% 0.222%
32 16.142 2412 2415 2419 rBV3 76721 95106 2.01% 0.175%
33 16.218 2419 2428 2439 rBV 833448 1612905 34.08% 2.966%
34 16.553 2480 2485 2489 rBV2 216284 365249 7.72% 0.672%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

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
Title

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

35 16.648 2496 2501 2512 rBV 238673 457479 9.67% 0.841%

36 16.736 2512 2516 2519 rBV 82929 96789 2.05% 0.178%
37 16.865 2536 2538 2541 rBV3 43707 49660 1.05% 0.091%
38 16.900 2541 2544 2546 rBV 59234 73799 1.56% 0.136%

39 16.953 2546 2553 2567 rVvVv 540294 1152397 24.35% 2.119%
40 17.065 2567 2572 2576 rBVY 818476 1046757 22.12% 1.925%

41 17.165 2587 2589 2593 rVB2 64479 78644 1.66% 0.145%
42 17.236 2598 2601 2604 rVB 135148 139503 2.95% 0.257%
43 17.271 2604 2607 2611 rVB3 153287 159793 3.38% 0.294%
44 17.324 2611 2616 2624 rBV 1786648 2244735 47.43% 4.128%
45 17.518 2646 2649 2654 rVB 42650 56952 1.20% 0.105%

46 17.706 2677 2681 2688 rBV2 232532 313633 6.63% 0.577%
47 18.047 2732 2739 2742 rBV 3387991 4732443 100.00% 8.704%
48 18.106 2742 2749 2753 rVV 1309639 1432281 30.27% 2.634%
49 18.147 2753 2756 2760 rVB 306381 345654 7.30% 0.636%
50 18.283 2776 2779 2784 rBV2 136315 226784 4._.79% 0.417%

51 18.347 2787 2790 2795 rVB4 137246 195111 4.12% 0.359%
52 18.400 2795 2799 2800 rBv4 40575 58375 1.23% 0.107%
53 18.571 2824 2828 2839 rVB2 548295 823325 17.40% 1.514%
54 18.689 2845 2848 2852 rBV 282745 457820 9.67% 0.842%
55 18.977 2892 2897 2904 rBV 617033 865176 18.28% 1.591%

56 19.300 2948 2952 2956 rVB 503045 576823 12.19% 1.061%
57 19.359 2958 2962 2966 rVV 697438 778051 16.44% 1.431%
58 19.483 2979 2983 2987 rVB 531920 696496 14.72% 1.281%
59 19.571 2995 2998 3005 rBV2 223592 344274 7.27% 0.633%
60 19.730 3018 3025 3029 rBV2 751752 1063493 22.47% 1.956%

61 19.765 3029 3031 3035 rVB2 91619 99306 2.10% 0.183%
62 19.947 3060 3062 3064 rBV2 89272 97355 2.06% 0.179%
63 20.083 3081 3085 3091 rBV 839944 1078949 22.80% 1.984%
64 20.153 3094 3097 3100 rVB 249196 283695 5.99% 0.522%
65 20.241 3109 3112 3116 rVB 475993 488187 10.32% 0.898%

66 20.371 3131 3134 3139 rVB 237276 342289 7.23% 0.630%
67 20.436 3141 3145 3149 rVV 807924 983711 20.79% 1.809%
68 20.812 3205 3209 3219 rVB 704507 1101089 23.27% 2.025%
69 21.253 3279 3284 3291 rVB 578082 953885 20.16% 1.754%
70 21.753 3364 3369 3376 rVB 392824 691676 14.62% 1.272%

71 22.335 3463 3468 3483 rVvB2 307170 793561 16.77% 1.459%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

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

Method
Title

Sum of corrected areas: 54372982
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF052417\

BF095386.D

24 May 2017 13:38

SJ/MA

13249-16

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF095386.D

7.42
7.99

5.71

7.557.75

5.12

8.65

0=
Time--> 2.00

T T T T
3.00 3.50 4.00 4.50

I I I
5.00 5.50 6.00 6.50

T T
7.00 7.50

T T
8.00

2.50

I
8.50 9.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF095386.D

11.54

13.90
10.27

12.60 15.01

12,24 3269

9.77

-
14.200440556514.94 15 15.3715.66

15.98¢ 5

15 16.6%5
6.7

Time-->  9.50

10.00  10.50 11.00  11.50 12.00 12.50 13.00 13.50  14.00

14.50 15.00 15.50

16.00 16.50
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3500000

3000000

2500000

2000000

1500000

1000000

500000

0,.

TIC: BF095386.D
1805

17.32

Time-->

17.00

17.50 18.00 18.50 19.00 19.50 20.00  20.50 21.00 21.50
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23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 unknown7.42 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.42 136.89 ng 3474650 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 932 (7.419 min): BF095386.D (-927) (-) m/z 132.00 100.00%

132.0
5000 68.0

9.0 700 7.0 7.40 7.60 7.80

40.1 540
et e 880 Ly 1180 m/z 68.05 36.82%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000

7.00 7.20 7.40 7.60 7.80
m/z 134.00 32.78%

o

31.0 51.0
! I PO /Y NOUDY NS ) A | N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
A I B e
7.00 7.20 7.40 7.60 7.80
5000 m/z 66.00 21.43%
104.0
66.0
ol 140 270 300 510 70 890 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 7.00 7.20 7.40 7.60 7.80

m/z 96.00 14 _.46%

5000 67.0
41.0 97.0
53.0
117.0
“‘ \‘\ \‘\‘ \7\9\\0 L ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 740 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 Cyclohexane, isothiocyanato- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.27 36.98 ng 1197690 Naphthalene-d8 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. isothiocvanato- 141 C7H11INS 001122-82-3 97
2 4-Pentenoic acid. 2.4-dimethvl-.... 142 C8H1402 034998-29-3 38
3 4-Amino-5-methvIl-2(1H)-pvrimidin... 141 C5H7N3S 007390-56-9 38
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 35
5 3-Ethyl-4-methyl-2-pentene 112 C8H16 019780-68-8 35

Abundance Scan 1417 (10.271 min): BF095386.D (-1412) (-) m/z 55.10 100.00%
58.1
83.1 141.1
5000 41.1
67.1 e e N EERams
98.0 10.00 10.20 10.40 10.60
Obrrprrrrprrrprreire gl 1120 1259 m/z 141.10 63.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18973: Cyclohexane, isothiocyanato-
55.0
41.0 830 141.0
5000 LR SR UL SN UL
10.00 10.20 10,40 10.60
27.0 67.0 m/z 83.10 57.51%
oL 150 | Ll . 980 11201240 .
s 1 % b B G T 8 5 1% 116 130 13 1o 10
Abundance
83.0
550 lll|llllllllllll|llll
10.00 10.20 10.40 10.60
5000 m/z 41.10 44 _17%
41.0
270 67.0
05.0 111.0 4070 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18864: 4-Amino-5-methyl-2(1H)-pyrimidinethione T T T
141.0 10.00 10.20 10.40 10.60
m/z 82.10 27 .06%
83.0
5000
54.0
. 1M)%0%9 li 720 || 990 11301240 | \ M
iz 1 % 3 4 B0 60 7o 80 B 100 110 130 130 140 150 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.98 55.25 ng 1870510 Phenanthrene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2388 (15.983 min): BF095386.D (-2382) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.1
97.0 213.2 LN A R B B
149 171.1 256.2 15.60 15.80 16.00 16.20 16.40
0 g m/z 60.00 79.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
15.60 15.80 16.00 16.20 16.40
Ji 1570 1geo 2130 260 | M/Z 43.10  67.03%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 NN SRR B
15.60 15.80 16.00 16.20 16.40
5000 129.0 m/z 57.10 66.10%
185.0
97.0 228.0
0L15:0 157.0 2090
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid L mn mas B
43.0 |, 73.0 15.60 15.80 16.00 16.20 16.40
m/z 41.10 62.03%
5000 129.0 VVJWA\ﬁ_/Aﬁjq\mhhﬂ\_q-“v
0l15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15 60 15. 80 16. oo 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 2-Mercaptobenzothiazole Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.22 47 .64 ng 1612910 Phenanthrene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 97
2 Benzothiazole. 2-(2-hvdroxvethvl._.. 211 C9H9NOS2 004665-63-8 78
3 Mandelic acid. 3.4-dimethoxv-. m... 226 C11H1405 002911-73-1 64
4 2-Methoxvthiobenzamide 167 C8HONOS 042590-97-6 50
5 3-Methoxythiobenzamide 167 C8HONOS 064559-06-4 50
Abundance Scan 2428 (16.218 min): BF095386.D (-2419) (-) m/z 167.00 100.00%
16¥.0
5000 /L\\__
69.0 9101090 145 ' 16.00 16.20 16.40 16.60
45.0 -
| 18512070 2412 ' Tm/z 109.00 14.03%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36044: 2-Mercaptobenzothiazole
167.0
5000 LR IR B I I
16.00 16.20 16.40 16.60
69.0 109.0 m/z 108.00 11.59%
45.0 ‘ 91.0 ‘ ‘ 140.0
0 ...‘l.‘.‘..lu‘.‘.kl“..‘.ll‘ l” ‘...‘.‘....l.‘l‘..l.... e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
167.0
16.00 16.20 16.40 16.60
5000 m/z 123.00 11.48%
45.0 )
69.0 9.0 108.0 136.0 162, 0211 0
O e LA B L S R R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82283: Mandelic acid, 3,4-dimethoxy-, methy! ester T T
167.0 16.00 16.20 16.40 16.60
m/z 69.00 11.13%
139.0
5000
226.0
540 770 1080
0 ...‘l..‘l‘.‘l.“...ml‘ ”\\l ”\” H\””\””“hl” s = et
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 6 9-Octadecenoic acid, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.95 50.34 ng 1152400 Chrysene-di12 18.69

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 99
2 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 97
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 95
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 89
5 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 87

Abundance Scan 2552 (16.947 min): BF095386.D (-2546) (-) m/z 55.00 100.00%

5000

16.60 16.80 17.00 17.20
m/z 69.05 74.43%

138.1 1651 202.0 2322 264.2

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129352: 9-Octadecenoic acid, (E)-

83.0

5000 LA L L L L LB L
16.60 16.80 17.00 17.20
29.0 m/z 41.10 67.62%
138.0 1800  222.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
I B B
83.0 16.60 16.80 17.00 17.20
5000{  29.0 m/z 83.10 54.25%
111.0 264.0
137.0 .
o 15801800 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129357: trans-13-Octadecenoic acid L B L o

16.60 16.80 17.00 17.20
m/z 43.05 53.92%

5000

111.0

137.0 165.0 193.0 222.0 2640
i
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 1,4-Benzenediamine, N-(1,3-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.05 206.74 ng 4732440 Chrysene-di12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenediamine. N-(1.3-dimet... 268 C18H24N2 000793-24-8 99
2 Benzenamine. 4-methoxv-N-(phenvl... 211 C14H13NO 000783-08-4 52
3 10.11-Dihvdrodibenz(b.f)(1.4)oxa... 211 C13HONO2 003158-85-8 50
4 6H-Pvridol2.3-b1l1.41benzodiazep... 211 C12H9N30 000885-70-1 50
5 2-(4-Fluorophenyl) indole 211 C14H1O0FN 1000342-46-0 50
Abundance Scan 2739 (18.047 min): BF095386.D (-2732) (-) m/z 211.10 100.00%
21f.1
5000
268.2
105.5 e '~ 17.80 18.00 18.20 18.40
43.1 77.0 : . . . :
o...,....,....,....,....,.'...%.2?.1.,.1.5.‘?1....,|!...,...|.,..2.3.7,-9..'.,...., m/z 268.20 33.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117597: 1,4-Benzenediamine, N-(1,3-dimethylbutyl)-N'-phenyl-
211.0
5000 268.0 LR SN SULRULN I B
17.80 18.00 18.20 18.40
105.0 183.0 m/z 183.05 17.17%
ol B0 TIO | 280 1se0) | o3r0
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
211.0
' 17.80 18.00 18.20 18.40
5000 m/z 212.10 16.29%
167.0

15.0 510 /70 1050 141.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #70273: 10,11-Dihydrodibenz(b,f)(1,4)oxazepin-11-one N Rmas mas
211.0 17.80 18.00 18.20 18.40
m/z 105.50 12.21%
5000
154.0 183.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18. 20 18 40

8270-BF050217.M Thu May 25 17:54:58 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 Hexanedioic acid, bis(2-eth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

18.11 62.57 ng 1432280 Chrysene-di12 18.69

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 91
2 Hexanedioic acid. dioctvl ester 370 C22H4204 000123-79-5 72
3 Hexanedioic acid. mono(2-ethvlhe... 258 C14H2604 004337-65-9 68
4 Adipic acid. 2-ethvlhexvl isobut... 314 C18H3404 1000324-48-0 59
5 Adipic acid, 2-ethylhexyl isohex... 342 C20H3804 1000324-48-3 50

Abundance Scan 2750 (18.112 min): BF095386.D (-2742) (-) m/z 129.05 100.00%
129.1
5000
i  ma o o e
101 17.80 18.00 18.20 18.40
241.2
ol Lt 1601 1992 417 28423133 /7 57.10 38.56%
m/z--> 100 150 200 250 300 350
Abundance #196974: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 LA L L L L L L L L
17. 80 18 00 18. 20 18 40
57.0 m/z 70.10 27 .96%
0 (N Y PO p'eoo 212.0 313.0 371.0
—— Al P T
m/z--> 50 100 150 200 250 300 350
Abundance
129.0
57.0
17.80 18.00 18.20 18.40
5000 m/z 71.10 27.63%
29.0
101.0 241.0
0 160.0  212.0 279.0 313.0341.0370.0
— T T T T T T T e T e T
m/z--> 50 100 150 200 250 300 350
Abundance #108911: Hexanedioic acid, mono(2-ethylhexyl)ester T T T T T
129.0 17.80 18.00 18.20 18.40
m/z 55.00 24 .35%
5000
83 0
. T L R
m/z--> 150 200 250 300 350 17. 80 18 00 18. 20 18 40

8270-BF050217.M Thu May 25 17:54:59 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

18.57 35.97 ng 823325 Chrysene-di12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 Hexacosane 366 C26H54 000630-01-3 81
5 Heptacosane 380 C27H56 000593-49-7 81

Abundance Scan 2828 (18.571 min): BF095386.D (-2824) (-) m/z 57.10 100.00%

57.1
5000 851

18.20 18.40 18.60 18.80

A3t 2411 160.1 106.1 225.2 2541 2872

Obrrrrrrrogbrr b ol o 10911961 225.2 2541 2872 3313 /ot 00 00 71.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L L
18.20 18.40 18.60 18.80
29.0 m/z 43.10 63.43%
T [ T T T T e T T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
A BAEaS m e o
18.20 18.40 18.60 18.80
5000 85.0 m/z 85.10 51.59%
29.0 30
. 113.0 141.0 169.0 197.0 295.0 254.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59882: Tetradecane N R m R L
57.0 18.20 18.40 18.60 18.80
m/z 55.10 24.10%
5000 85.0
29.0
113 0 198.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18 20 18. 40 18. 60 18 80

8270-BF050217.M Thu May 25 17:54:59 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.98 37.80 ng 865176 Chrysene-di12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 91
Abundance Scan 2898 (18.983 min): BF095386.D (-2892) (-) m/z 57.10 100.00%
57.1
5000 851
141 1 207.1 18.60 18.80 19.00 19.20 19.40
- ~.|, ']1 Logf 209l S0a%l | 29213232 m/z 71.10 71.89%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000 AU B
85.0 1860 18.80 19.00 19.20 19.40
29.0 m/z 43.10 56.85%
0 JhumHﬁBMMMwmwmmo
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance
57.0
18/60 18.80 19.00 19.20 19.40
5000 85.0 m/z 85.10 51.57%
. 290 113.0141.0169.0197.0225.0253.0 295.0323.0 367.0
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane L R ma e L
57.0 18.60 18.80 19.00 19.20 19.40
m/z 55.10 22.96%
85.0
5000
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
m/z--> % m @ ﬁ @ ﬁ ﬁ mmmmmmmwmm

8270-BF050217.M Thu May 25 17:55:00 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 Eicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.36 33.99 ng 778051 Chrysene-di12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 83
4 Hexatriacontane 507 C36H74 000630-06-8 83
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 83
Abundance Scan 2962 (19.359 min): BF095386.D (-2958) (-) m/z 57.10 100.00%
57.1
5000
991 19,00 19.20 19.40 19.60
41.2 : . . :
ol l y .Ul LAAE 1972 | 25322813 3283 3672 | psn71.10  70.99%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 R LS SRR SRR
mmmmmmmm
99.0 m/z 43.10 59.17%
27.0 ‘ h LA h‘ .\ 3419 1830 2250 2620
m/z--> 50 150 260 250 300 3éo
Abundance
57.0
19.00 19.20 19.40 19.60
5000 m/z 85.10 53.98%
99.0
27.0 141.0 1830 225.0 267.0296.0
m/z--> 55 160 150 200 250 360 3éo
Abundance #202661: Heptacosane N R EE e E T
57.0 19.00 19.20 19.40 19.60
m/z 41.10 20.97%
5000
99.0
o 27.0{ j ] tl.\.}410‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> % 1m 1% 2m 250 3& 3% mmmmmmmm

8270-BF050217.M Thu May 25 17:55:01 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 2-Ethylbutyric acid, 2-naph... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.48 30.43 ng 696496 Chrysene-di12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvlbutvric acid. 2-naphthvIm... 256 C17H2002 1000370-56-1 53
2 3-Methvl-thiophene-2-carboxamide 141 C6H7NOS 076655-99-7 38
3 Fumaric acid. 3-heptvl propvl ester 256 C14H2404 1000348-67-8 38
4 2.4-Difluorobenzoic acid. 5-dode... 326 C19H28F202 1000338-56-5 35
5 2,5-Difluorobenzoic acid, 4-trid... 340 C20H30F202 1000338-47-5 35
Abundance Scan 2983 (19.483 min): BF095386.D (-2979) (-) m/z 141.10 100.00%
144.1
256.3
5000{ 431
71.1 99.0 I B B L B B B B L
1682 210.2 . 19.20 19.40 19.60 19.80
ol dd o ,|-. v e 2988 381836820 /5 086.25  70.10%
m/z--> 50 100 150 200 250 300 350
Abundance #107633: 2-Ethylbutyric acid, 2-naphthylmethy! ester
141.0
5000 RIS BN SRR SR
71.0 56,0 19.20 19.40 19.60 19.80
' : m/z 43.10 39.37%
43.0 99.0
Ouuu‘luuuu‘lu‘.m.“‘?-7.2'.0.....‘........luu
m/z--> 50 100 150 200 250 300 350
Abundance
141.0
119.20 19.40 19.60 19.80
5000 m/z 56.10 37.65%
97.0
e UL s WL WL L B B
m/z--> 50 100 150 200 250 300 350
Abundance #107154: Fumaric acid, 3-heptyl propyl ester N A BEREEEa S
141.0 19.20 19.40 19.60 19.80
m/z 57.10 33.55%
5000
99.0
27.0 55.0 197.0
S — S
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80

8270-BF050217.M Thu May 25 17:55:02 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.73 62.14 ng 1063490 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 3025 (19.730 min): BF095386.D (-3018) (-) m/z 57.10 100.00%
571.1
5000
991 19.40 1960 19.80 20.00
411 - - - -
ol A M b A|g (4 1832 2252 267230123333 3733 m/z 71.10  71.44%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
5000 LR BN SULRLN LR U
19.40 19,60 19.80 20.00
m/z 43.10 57.70%
0 27\0‘\ “ | u‘gﬂlo‘\ 1410 1830 2400
m/z--> 50 100 1%0 200 250 300 350
Abundance
57.0
19.40 19.60 19.80 20.00
5000 m/z 85.10 52 .50%
99.0
o 1410 1830 2250 267.0 309.0 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B B e
57.0 19.40 19.60 19.80 20.00
m/z 55.10 22.15%
5000
99.0
. 2no‘ | u J | 10 183.0 2250 267.0296.0
m/z--> 50 100 150 200 250 300 350 19,40 19,60 19.80 20.00

8270-BF050217.M Thu May 25 17:55:02 2017

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 2-Bromo dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.08 63.04 ng 1078950 Perylene-d12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Docosane. 5-butvl- 366 C26H54 055282-16-1 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3085 (20.083 min): BF095386.D (-3081) (-) m/z 57.10 100.00%
57.1
5000
| 991 11980 20.00 20.20 20140
141.1 : : : .
ol 1] L Lo, 18322102 26723012 3373 3714 m/z 71.10 74.84%
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57.0
5000 LI UL BULEUL BN BIURE

19. 80 20 00 20 20 20. 40

m/z 43.10 60.77%
‘ 99.0 169.0
o hi o T a8
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
R i
19.80 20.00 20.20 20.40
5000 g5.0 m/z 85.10 55.12%
126.0
309.0
0 155.0 197.0 239.0 280.0 338.0
R T o
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R R B
57.0 19.80 20.00 20.20 20.40
m/z 55.10 22.58%
5000
99.0
. 2no‘ ] ‘JJ 141.0 1830 2250 267.0296.0
o e e R i
m/z--> 50 100 150 200 250 300 350 19. 80 20 00 20 20 20. 40

8270-BF050217.M Thu May 25 17:55:03 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 unknown20.24 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.24 28.52 ng 488187 Perylene-d12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Difluorobenzoic acid. 5-trid... 340 C20H30F202 1000338-60-2 27
2 2.6-Difluorobenzoic acid. 2-meth... 214 C11H12F202 1000293-47-5 25
3 2.6-Difluorobenzoic acid. 4-chlo... 268 C13H7CIF202 1000307-55-7 25
4 Nonanoic acid. 2.3.4.6-tetrachlo... 370 C15H18Cl1402 1000360-67-4 22
5 2,5-Difluorobenzoic acid, 6-tetr... 354 C21H32F202 1000338-48-2 16
Abundance Scan 3112 (20.241 min): BF095386.D (-3109) (-) m/z 141.10 100.00%
141.1
5000 284.3
60.0
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
98.1 20.00 20.20 20.40 20.60
196.2
o hd ,I. e 222 | 32233513 3853 n757584 30 46.15%
m/z--> 50 100 150 200 250 300 350
Abundance #176789: 3,4-Difluorobenzoic acid, 5-tridecy! ester
141.0
5000 RS UL SRR B
20.00 20.20 20.40 20.60
182.0 m/z 60.00 28.59%
550 97.0 . 2270 2830
m/z--> 50 100 150 200 250 300 350
Abundance
141.0
"' 20,00 20.20 20.40 20.60
5000 6.0 m/z 56.10 27.20%
o 21.0 93.0 171.0
LA LA EL LS AL SR WL I L WAL IS
m/z--> 50 100 150 200 250 300 350
Abundance #116973: 2,6-Difluorobenzoic acid, 4-chloropheny! ester EREmEEES L
141.0 20.00 20.20 20.40 20.60
m/z 43.10 24 .74%
5000
m/z--> 50 100 150 200 250 300 350 20,00 2020 20.40 20.60

8270-BF050217.M Thu May 25 17:55:04 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.44 57.48 ng 983711 Perylene-d12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3146 (20.441 min): BF095386.D (-3141) (-) m/z 57.10 100.00%
57.1
5000
ot " 20.20 20,40 20.60 20.80
1411 191.2 - - - -
- .Jl, Li0rn 2po2252 267.13012337.4 379.34124 | 7o 71 10 74.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000 LRI JULRULN UL BRI I
20,20 20.40 20.60 20.80
99.0 m/z 85.10 56.13%
ol huh H | 1410 1830 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
" 20.20 20.40 20.60 20.80
5000 m/z 43.10 54 _.65%
99.0
0l15.0 141.0 183.0 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- EREmEEES L
57.0 20.20 20.40 20.60 20.80
m/z 55.10 22.93%
5000
99.0
o Ll 1410 1830 2320 2810 3230
m/z--> 50 100 150 200 250 300 350 400 2020 20.40 20.60 20.80

8270-BF050217.M Thu May 25 17:55:05 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 17 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.81 64.34 ng 1101090 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3209 (20.812 min): BF095386.D (-3205) (-) m/z 57.10 100.00%
57.1
5000
el 20,40 20.60 20.80 21.00 21.20
141 2 . . . . .
I 1| L 18322172 2672 3234 3854 | Tnsz 71.10  75.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 AR AR R R
20 40 20. 60 20. 80 21. oo 21. 20
99.0 m/z 43.10 57.76%
0 “L‘ \Lh H P e 1830 225.0 267.0 309.0  367.0
m/z--> éo 100 1éo 200 250 300 3éo 400
Abundance
57.0
20,40 20.60 20.80 21.00 21.20
5000 m/z 85.10 54 _.39Y%
99.0
0L, 26:0 141.0 183.0 225.0 267.0 309.0 380.0
m/z--> éo 160 1éo 200 250 360 3éo 400
Abundance #209566: Octacosane R maE e R
57.0 20.40 20.60 20.80 21.00 21.20
m/z 55.05 22.00%
5000
99.0
2@0‘ }j | 141.0 1830 2250  281.0 3370 394.0
m/z--> 5'0 100 1&'30 200 250 300 350 4(')0 20 40 20. 60 20. 80 21. oo 21. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 18 Octadecane, l-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.25 55.74 ng 953885 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
3 Pentacosane 352 C25H52 000629-99-2 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
Abundance Scan 3283 (21.247 min): BF095386.D (-3279) (-) m/z 57.10 100.00%
57.1
5000
st " 21/00 21.20 21.40 21.60
141 2 . ) ) )
ol ,l. | .|| LAn 191223112662 31523512 4103 |y 7110 74.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 L B BRI U B
21. oo 21 20 21. 40 21 60
99.0 m/z 43.10 58.22%
0 L h H\ M\ h‘ u‘ \4\-}.? ;'83'0 225.0 28?'0
m/z--> 55 160 1éo 260 2%0 360 3éo 460
Abundance
57.0
" 21/00 21.20 21.40 21.60
5000 m/z 85.10 52.62%
99.0
0 141.0 182.0 5559 2810 3220
miz-> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane b RREmE EE e
57.0 21.00 21.20 21.40 21.60
m/z 55.10 20.09%
5000
99.0
o L 1410 1830 2250 267.0 309.0 3520
m/z--> % 1& ﬁo ﬁ 2m ﬁo 350 4& mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 Pentacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.75 40.41 ng 691676 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 86
Abundance Scan 3368 (21.747 min): BF095386.D (-3364) (-) m/z 57.10 100.00%
51.1
o 21.40 21.60 21.80 22.00
I ||, L 1832 225226122952 337.43723407.3 ' s, 71.10  75.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 U DA D DA U B
21. 40 21. 60 21. 80 22.00
99.0 m/z 85.10 56.04%
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance
57.0
21140 21.60 21.80 22.00
5000 m/z 43.10 55.13%
99.0
o 141.0 183.0 225.0 267.0 309.0  366.0
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #219831: Triacontane R BE T o
57.0 21.40 21.60 21.80 22.00
m/z 55.10 21.09%
>0 \V\/WVW/\MA\J/\W»ﬂNhNA,KwM/
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> % 1m ﬁo m 250 ﬁo @ 4& 2ummwmwmol
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095386.D

Aca On : 24 May 2017 13:38

Operator : SJ/MA

Sample : 13249-16

Misc :

ALS Vial : 5 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 20 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.34 46.37 ng 793561 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87
Abundance Scan 3469 (22.341 min): BF095386.D (-3463) (-) m/z 57.10 100.00%
57.1
5000 M]\\/\W
o 1912 2500 2220 2240 260"
155.2191. . . . :
ok 239.2 282.1315.2 365.3 4255 /7 71.10 70 86%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105885: Octadecane
57.0
5000 AR BARSABARRE
22. oo 22 20 22. 40 22.60
9.0 m/z 85.10 58.89%
0 I‘ f | ﬂ ﬂ ‘ \ :!'4:\[ q 183 0 254 O
m/z--> 55 100 1%0 260 2%0 360 3éo 460 4éo
Abundance
43.0
22.00 22.20 22.40 22.60
5000 m/z 43.10 51.85%
85.0
o 127.0 169.0 211.0 2540
m/z--> 55 160 1%0 260 250 300 3éo 460 4éo
Abundance #194493: Hexacosane L L L LB B N B I
57.0 22.00 22.20 22.40 22.60
m/z 55.10 20.54Y%
99.0
ol L, | )| | 1410 1830 2250 267.0 309.0 367.0
m/z--> 55 160 1%0 260 250 360 3éo 460 4éo 22. oo 22 20 22. 40 22 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052417\
Data File : BF095386.D

Acq On : 24 May 2017 13:38

Operator : SJ/MA

Sample - 13249-16

Misc :

ALS Vial : 5 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]
unknown7 .42 7.42 136.9 ng 3474650 1 7.75 507654 20.0
Cyclohexane, isot... 10.27 37.0 ng 1197690 2 9.77 647802 20.0
n-Hexadecanoic acid 15.98 55.3 ng 1870510 4 15.01 677086 20.0
2-Mercaptobenzoth... 16.22 47.6 ng 1612910 4 15.01 677086 20.0
9-Octadecenoic ac... 16.95 50.3 ng 1152400 5 18.69 457820 20.0
1,4-Benzenediamin... 18.05 206.7 ng 4732440 5 18.69 457820 20.0
Hexanedioic acid,... 18.11 62.6 ng 1432280 5 18.69 457820 20.0
Heneicosane 18.57 36.0 ng 823325 5 18.69 457820 20.0
Hexadecane 18.98 37.8 ng 865176 5 18.69 457820 20.0
Eicosane 19.36 34.0 ng 778051 5 18.69 457820 20.0
2-Ethylbutyric ac... 19.48 30.4 ng 696496 5 18.69 457820 20.0
Heptadecane 19.73 62.1 ng 1063490 6 20.37 342289 20.0
2-Bromo dodecane 20.08 63.0 ng 1078950 6 20.37 342289 20.0
unknown20.24 20.24 28.5 ng 488187 6 20.37 342289 20.0
2-methyloctacosane 20.44 57.5 ng 983711 6 20.37 342289 20.0
Hexacosane 20.81 64.3 ng 1101090 6 20.37 342289 20.0
Octadecane, 1l-iodo- 21.25 55.7 ng 953885 6 20.37 342289 20.0
Pentacosane 21.75 40.4 ng 691676 6 20.37 342289 20.0

6

Octadecane 22.34 46.4 ng 793561 20.37 342289 20.0
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