LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095402.D

Aca On 1 24 May 2017 22:11 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13281-01 e ek
Misc i R1-TP-1-SS-1
ALS Vial : 21 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

2.254 49 54 74 rBvV 709415 1188135 20.00% 3.594%
3.213 211 217 231 rBV2 27842 74011 1.25% 0.224%
555 rBvV2 63893 197566 3.33% 0.598%
5.719 639 643 660 rBv 719944 1669016 28.10% 5.049%
7.295 907 911 927 rBV 734184 1547660 26.06% 4.682%
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7.419 927 932 941 rVV 1188670 2032048 34.21% 6.147%
7.484 941 943 951 rVB 52775 66493 1.12% 0.201%
998 rBv 377505 451312 7.60% 1.365%
7.983 1023 1028 1043 rVB 1223197 1505541 25.35% 4 _.554%
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1 8.648 1137 1141 1157 rBV 593056 1011171 17.03% 3.059%
11 9.772 1327 1332 1336 rBV 346528 490574 8.26% 1.484%
12 9.848 1342 1345 1357 rVB2 45217 78822 1.33% 0.238%
13 10.830 1506 1512 1520 rBV 48341 60995 1.03% 0.185%

14 10.936 1525 1530 1542 rBV 91032 141377 2.38% 0.428%
15 11.089 1551 1556 1560 rBV 71937 106797 1.80% 0.323%

16 11.536 1627 1632 1650 rVB 1262398 1866510 31.43% 5.646%

17 11.754 1665 1669 1678 rVB 53855 77299 1.30% 0.234%
18 12.077 1720 1724 1728 rBV2 54912 79800 1.34% 0.241%
19 12.118 1728 1731 1737 rVB2 45263 62294 1.05% 0.188%

20 12.242 1748 1752 1756 rBV 150577 249876 4.21% 0.756%

21 12.601 1808 1813 1819 rBV3 389887 612063 10.31% 1.852%
22 12.654 1819 1822 1830 rVB 84823 134117 2.26% 0.406%
23 12.966 1868 1875 1880 rBV2 56705 128427 2.16% 0.388%
24 13.377 1937 1945 1949 rBV 4080848 5939200 100.00% 17.966%
25 13.430 1951 1954 1960 rVvVv 80422 88340 1.49% 0.267%

26 13.501 1960 1966 1975 rVB2 92061 150325 2.53% 0.455%
27 13.777 2007 2013 2020 rBV2 48428 111502 1.88% 0.337%
28 13.901 2025 2034 2044 rBV 552699 967258 16.29% 2.926%
29 14.207 2082 2086 2088 rBV 75561 94901 1.60% 0.287%
30 14.230 2088 2090 2096 rVB2 84236 105352 1.77% 0.319%

31 14.624 2153 2157 2161 rBV5 37475 64044 1.08% 0.194%
32 14.936 2205 2210 2214 rBV 63941 75704 1.27% 0.229%
33 15.007 2215 2222 2224 rVV 343059 449854 7.57% 1.361%
34 15.042 2224 2228 2238 rVV 617203 841763 14.17% 2.546%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095402.D

Aca On 1 24 May 2017 22:11 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13281-01 e ek
Misc i R1-TP-1-SS-1
ALS Vial : 21 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 15.130 2238 2243 2253 rVB 127791 203921 3.43% 0.617%

36 15.424 2290 2293 2300 rBV 43702 79917 1.35% 0.242%
37 15.601 2319 2323 2328 rVB 55381 75955 1.28% 0.230%
38 15.783 2350 2354 2358 rBV 94949 117247 1.97% 0.355%
39 15.830 2358 2362 2367 rVB 125059 150799 2.54% 0.456%
40 15.936 2376 2380 2382 rBV2 131544 146625 2.47% 0.444%

41 15.971 2382 2386 2392 rVB2 106311 224952 3.79% 0.680%

42 16.189 2420 2423 2426 rBV2 57198 63728 1.07% 0.193%
43 16.224 2426 2429 2434 rVV 67350 95061 1.60% 0.288%
44 16.289 2437 2440 2444 rVB2 52527 67322 1.13% 0.204%

45 16.577 2485 2489 2493 rBVY 86082 116826 1.97% 0.353%

46 16.701 2506 2510 2513 rBV3 62204 94377 1.59% 0.285%
47 16.783 2520 2524 2529 rBV 869730 1043005 17.56% 3.155%
48 17.089 2571 2576 2582 rVB 934756 1114801 18.77% 3.372%
49 17.277 2605 2608 2611 rBV2 61484 74406 1.25% 0.225%
50 17.324 2611 2616 2624 rVV 1333360 1568880 26.42% 4.746%

51 17.406 2624 2630 2633 rVV3 60425 125146 2.11% 0.379%
52 17.442 2633 2636 2642 rVV 387706 445596 7.50% 1.348%

53 17.518 2646 2649 2651 rVV3 63391 95512 1.61% 0.289%
54 17.548 2651 2654 2660 rVB2 120360 162127 2.73% 0.490%
55 17.636 2666 2669 2673 rVB 91587 97582 1.64% 0.295%
56 17.683 2673 2677 2679 rBV2 127705 160683 2.71% 0.486%
57 17.800 2694 2697 2701 rVB2 63637 65655 1.11% 0.199%
58 17.842 2701 2704 2709 rBV2 46233 62608 1.05% 0.189%
59 18.236 2768 2771 2775 rVB 62907 69335 1.17% 0.210%
60 18.353 2788 2791 2793 rBV2 556371 61562 1.04% 0.186%
61 18.383 2793 2796 2799 rVB2 88238 94175 1.59% 0.285%
62 18.418 2799 2802 2805 rBV2 58857 63684 1.07% 0.193%
63 18.512 2815 2818 2823 rVB 58302 74369 1.25% 0.225%

64 18.571 2824 2828 2832 rBV2 102095 145364 2.45% 0.440%
65 18.671 2840 2845 2849 rBV2 610172 1032911 17.39%% 3.125%

66 18.712 2849 2852 2863 rVB2 409177 551797 9.29% 1.669%

67 18.806 2864 2868 2871 rBV2 70610 90426 1.52% 0.274%
68 18.971 2891 2896 2899 rBV3 70032 98702 1.66% 0.299%
69 19.183 2929 2932 2936 rVB 78204 72234 1.22% 0.219%

70 19.359 2956 2962 2967 rBV5 71686 130947 2.20% 0.396%
71 19.794 3033 3036 3041 rVB 68774 77778 1.31% 0.235%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095402.D

Aca On 24 May 2017 22:11

Operator : SJ/MA

Sample : 13281-01 e
Misc :

ALS Vial : 21 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

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

72 19.947 3058 3062 3065 rBV 288069 393992 6.63% 1.192%
73 20.065 3079 3082 3084 rBV 52037 81388 1.37% 0.246%
74 20.241 3109 3112 3116 rVB 179876 190149 3.20% 0.575%
75 20.300 3119 3122 3128 rVB 221297 241899 4_.07% 0.732%
76 20.359 3128 3132 3135 rBV 243905 290209 4._.89% 0.878%
77 21.694 3355 3359 3365 rVB2 69950 123841 2.09% 0.375%

Sum of corrected areas: 33057640
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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\

BF095402.D

24 May 2017 22:11

SJ/MA

13281-01

21 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

R1-TP-1-SS-1

Abundance
4000000

3000000

2000000

1000000

TIC: BF095402.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095402.D

Aca On 24 May 2017 22:11

Operator : SJ/MA

Sample : 13281-01 e
Misc :

ALS Vial : 21 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 4

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

2.25 52.65 ng 1188140 1,4-Dichlorobenzene-d4 7.75
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 2-Butenoic acid. methvl ester. (E)- 100 C5H802 000623-43-8 56
5 2-Propenoic acid, 2-methyl-, 2-p... 124 C7H802 013861-22-8 40

Abundance Scan 53 (2.249 min): BF095402.D (-49) (-) m/z 41.10 100.00%
41.1
69.0
5000
100.0 SN S SO
59.0 85.0 200 220 240 2.60
Obrrprrrrprrrr il ety e el e || M/ 6900 74.54%
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 (NS L L L LB B L
200 220 240 2.60
m/z 39.10 48.16%
29.0 59.0 85.0
0'w'“'w“”H““”l“'w“”n“'ﬁ“'w'“'w'“F”'w'“'w'“l“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
41.0
69.0 200 220 240 260
5000 m/z 100.00 25.69%
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 o e
69.0 200 220 240 2.60
41.0 m/z 99.10 16.21%
5000
310 58.0 o 100.0
0 150 | ‘ ‘ ! ‘ “ ‘ “H I ‘ ! ‘.\ 1130 1290
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 200 220 240 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095402.D

Aca On 24 May 2017 22:11

Operator : SJ/MA

Sample : 13281-01 e
Misc :

ALS Vial : 21 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.10 8.76 ng 197566 1,4-Dichlorobenzene-d4 7.75
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 5-Hexen-2-one 98 C6H100 000109-49-9 10
4 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 538 (5.101 min): BF095402.D (-533) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| 69.0 83.1 4% 5.00 5.20 5.40
ol et e e e m/z 59.10 57.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 iR sk sk s
0
150 a0 1010 m/z 101.00 23.87%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 "ok 500 530 a0
5000 m/z 58.00 16.00%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one
43.0 480 5.00 5.20 5.40
m/z 41.05 8.80%
5000
55.0
150 270
o ‘ | Ll | 710 830 980
miz--> S N N A A N A A AP 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095402.D

Aca On 24 May 2017 22:11

Operator : SJ/MA

Sample : 13281-01 e
Misc :

ALS Vial : 21 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 unknown7.42 Concentration Rank 2

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

7.42 90.05 ng 2032050 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 932 (7.419 min): BF095402.D (-927) (-) m/z 132.00 100.00%
132.0
5000 8.1 /k
I e S
01 540 | | 781 %I'O 106.0 7.00 7.20 7.40 7.60 7.80
oINS T} M £ A M1 NN | NS m/z 68.10 35.97%
m/z--> 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 | R AL L
7.00 7.20 7.40 7.60 7.80
310 510 m/z 134.00 31.72%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 21.30%
41.0 97.0
53.0
20.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”"qyﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon IR NI LU A N B
132.0 7.00 7.20 7.40 7.60 7.80
m/z 96.00 14.12%
5000
66.0
I L s I A R LA R LA AR R R R L L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

8270-BF050217.M Thu May 25 18:03:28 2017

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095402.D

Aca On 24 May 2017 22:11

Operator : SJ/MA

Sample : 13281-01 e
Misc :

ALS Vial : 21 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Propanoic acid, 2-methyl-, ... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.38 194.07 ng 5939200 Acenaphthene-d10 12.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-(1.... 286 C16H3004 074381-40-1 78
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 64
3 Propanoic acid. 2-methvl-, 1.2.3... 302 C15H2606 014295-64-8 64
4 Butanoic acid. 2-butoxv-l1-methvl... 216 C11H2004 007492-70-8 45
5 4-Hexen-3-ol, 2-methyl- 114 C7H140 004798-60-1 45

Abundance Scan 1945 (13.377 min): BF095402.D (-1937) (-) m/z 71.10 100.00%
71.1
5000 43.0
111 1 159.1 13.00 13.20 13.40 13.60
Ol b b bt 11290 00 1852 2152 2432 | h07 4305 48.76%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132857: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
71.0
5000 UL BN R B
13.00 13.20 13.40 13.60
43.0 m/z 41.05 10.37%
0 . i 89 0 111 0 159 0 243.0
mz-> 20 Jo 60 85 160 150 140 160 1éo 200 220 240
Abundance
71.0
43.0 13.00 13.20 13.40 13.60
5000 m/z 56.10 8.22%
o 890 1110 1430 17 0 198.0 243.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #146092: Propanoic acid, 2-methyl-, 1,2,3-propanetriyl ester T \,*. N
71.0 13.00 13.20 13.40 13.60
m/z 111.10 7.75%
5000 43.0
o | | 890 1140 1430 2010 5290
m/z--> ﬁo 40 60 80 100 120 1&0 160 180 200 220 240 1300 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095402.D

Aca On 24 May 2017 22:11

Operator : SJ/MA

Sample : 13281-01 e
Misc :

ALS Vial : 21 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:\DATABASENNIST11.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 Dibenzofuran, 4-methyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.78 3.64 ng 111502 Acenaphthene-d10 12.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzofuran. 4-methvl- 182 C13H100 007320-53-8 81
2 9H-Fluoren-9-ol 182 C13H100 001689-64-1 72
3 Pvridol2.3-blindole. 6-methvl- 182 C12H10N2 108349-67-3 53
4 T1.17-Biphenvl1-4-carboxaldehvde 182 C13H100 003218-36-8 52
5 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 52

Abundance Scan 2013 (13.777 min): BF095402.D (-2007) (-) m/z 182.10 100.00%
18%.1
5000
57.0 71.0 152.0
43.1 85.1 990 113.1127.0 168.0 13.40 13.60 13.80 14.00
0 | B m/z 181.10 88.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47252: Dibenzofuran, 4-methyl-
182.0
5000
13.40 13.60 13.80 14.00
m/z 152.00 24 .53%
76.0 910 152.0
o 290 e20 " 77 1101270 | 1660 |
mz-> 20 40 60 80 100 120 140 160 180
Abundance
181.0
13.40 13.60 13.80 14.00
5000 152.0 m/z 57.05 22 .26%
76.0
270 51.0 91.0 1490 126.0 166.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #47135: Pyrido[2,3-b]indole, 6-methyl-
182.0 13.40 13.60 13.80 14.00
m/z 71.05 19.56%
5000
62.0 127.0
o0 L 76“(,) b 30 .1%.'0,1.6?'9.‘, — N —
m/z--> 20 40 80 100 120 140 160 180 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095402.D

Aca On 24 May 2017 22:11

Operator : SJ/MA

Sample : 13281-01 e
Misc :

ALS Vial : 21 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 Heptadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.21 4.22 ng 94901 Phenanthrene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2087 (14.212 min): BF095402.D (-2082) (-) m/z 57.05 100.00%
57.0
5000 85.1
132 105 00 13580 14100 14120 14140 14,60
o} s L T S A e e e m/z 71.10 70.68%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
5000
85.0 13.80 14.00 14.20 14.40 14.60
29.0 m/z 43.10 59.35%
13.0
0 I\‘I \I‘ Ih\l ‘lw |H‘| \\’Il Iw\lw\l |‘1?5|O|18|3|0| . |2|4??| T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
13:80 14.00 14.20 14.40 14.60
5000 m/z 85.10 42 .88%
85.0
29.0
0 113.0 155.0183.0 226.0
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0 13.80 14.00 14.20 14.40 14.60
m/z 41.05 32.67%
5000
85.0
0 2900 | | | 1130 15501830 22502530 29508230  380.0
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40 14.60

8270-BF050217.M Thu May 25 18:03:29 2017 Page: 10



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF052417\
BF095402.D

24 May 2017 22:11

SJ/MA

13281-01

21 Sample Multiplier: 1

= C:\DATABASE\NIST11.L
LSCINT.P

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

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 Sulfurous acid, 2-ethylhexy

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.23 4.68 ng 105352 Phenanthrene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 64
2 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 64
3 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 64
4 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 59
5 Heptacosane 380 C27H56 000593-49-7 50
Abundance Scan 2090 (14.230 min): BF095402.D (-2088) (-) m/z 57.10 100.00%
5000
85.1
184.1 LR S BN B I
99.1 1131157 141 1155.21690 14.00 14.20 14.40 14.60
o} m/z 71.10 84 .77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #161093: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
71.0
5000
430 14.00 14.20 14.40 14.60
85.0 m/z 41.10 25.12%
290 ‘ \ ~127.0
0 Iﬂt'IM"ll'Ml'HL'Q%Q'H'I""I'”'I""I""I
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
57.0
1.0 " 14.00 14.20 14,40 14.60
5000 430 m/z 85.10 21.82%
85.0
29.0 99.0 ™" 141.0
L S L S L W L L B L UL S
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #182581: Sulfurous acid, 2-ethylhexyl undecyl ester
57.0 14.00 14.20 14.40 14.60
71.0 m/z 43.10 21.71%
5000 43.0
85.0 113.0
1 O N Y . Y A S/ S s
m/z--> 20 40 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60

8270-BF050217.M Thu May 25 18:03:29 2017

R1-TP-1-SS-1
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095402.D

Aca On 24 May 2017 22:11

Operator : SJ/MA

Sample : 13281-01 e
Misc :

ALS Vial : 21 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 1H-Cyclopropa[l]phenanthren... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.78 5.21 ng 117247 Phenanthrene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopropal l'lphenanthrene.la.... 192 C15H12 000949-41-7 94
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 93
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 91
4 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 91
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90

Abundance Scan 2353 (15.777 min): BF095402.D (-2350) (-) m/z 192.10 100.00%

19

1
5000

94.7
165.1 15. 40 15 60 15. 80 16. 00 16. 20
43.1 63.0 . 139.0 208.0
0 115.0 m/z 191.10 58.17%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54763: 1H-Cyclopropa[l]phenanthrene, 1a,9b-dihydro-
192.0

5000 L L L B B
1540 15 60 1580 16. OO 16. 20

165.0 m/z 189.10 30.99%

0 390 630 790 %0 1150 1390 | M
T T O e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

192.0

15.40 15.60 15.80 16.00 16.20

5000 m/z 193.10 17.12%
96.0 165.0
0 39.0 63.0 790 115.0 139.0
T T T T T T T T T T T T T e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192.0 15.40 15.60 15.80 16.00 16.20

m/z 190.00 15.94%

5000
830 165.0
o150 390 630 99.0115.0 139.0 ] Al M

m/z--> 20 40 60 80 100 120 140 160 180 200 15. 40 15 60 15. 80 16. OO 16. 20

8270-BF050217.M Thu May 25 18:03:30 2017 Page: 12



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

EAECE R e e e

Peak Number

R.T. Est
15.83 6.
Hit# of 5

1 Phenanthr
2 Phenanthr
3 Anthracen

4 1H-Indene.

5 Anthracen

Library Search Compound Report

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

BF095402.D

24 May 2017 22:11

SJ/MA

13281-01 R1-TP-1-SS-1
21 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

B e o R o e e R e e S e e e R e e e I e e R e e e e

11 Phenanthrene, 2-methyl- Concentration Rank 9

Conc Area Relative to ISTD R.T.

70 ng 150799 Phenanthrene-d10 15.01
Tentative ID MW  MolForm CAS# Qual

ene. 2-methvl- 192 C15H12 002531-84-2 94

ene. l-methvl- 192 C15H12 000832-69-9 94

e. 9-methvl- 192 C15H12 000779-02-2 94
2-phenvl- 192 C15H12 004505-48-0 93

e, 2-methyl- 192 C15H12 000613-12-7 90

Abundance Scan 2362 (15.830 min): BF095402.D (-2358) (-) m/z 192.10 100.00%
1
15. 60 15. 80 16. 00 16 20
O m/z 191.10 53.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000 |||||||||||||||||||
15. 60 15. 80 16. 00 16 20
0
165.0 m/z 189.05 24 .99%
o 39.0 630 780 M 1150 1390 | |
T T T T T e T T e e e e e e )
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
192.0
I RS R S
15.60 15.80 16.00 16.20
5000 m/z 193.10 13.53%
165.0
0 39.0 63.0 g81.0 96.0 1150 139.0
L B L B o AL AL I B o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54738: Anthracene, 9-methyl-
192.0 15.60 15.80 16.00 16.20
m/z 190.05 13.41%
5000
oL 390 630 90 1150 1300 10
L B B HL L B o B o o o o o o o B ...................
m/z--> 20 40 80 100 120 140 160 180 200 15. 60 15. 80 16. 00 16 20

8270-BF050217.M Thu May 25 18:03:31 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095402.D

Aca On 24 May 2017 22:11

Operator : SJ/MA

Sample : 13281-01 e
Misc :

ALS Vial : 21 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.94 6.52 ng 146625 Phenanthrene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 Benzene. 1.1"-(2-cvclopropen-1-v... 192 C15H12 022825-21-4 14
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 11
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 11
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 11
Abundance Scan 2381 (15.942 min): BF095402.D (-2376) (-) m/z 192.10 100.00%
1

5000

I

. 139.1 15 60 15. 80 16. OO 16 20
LE 208.1 m/z 189.10 97.26%

0! ; '
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0

5000 maa R R
15,60 15.80 16.00 16.20

94.0 m/z 190.10  96.44%

0 390 630780 | 1100 1370 1630 ||
SN G Qi A B S0 S L S |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance

192.0

15.60 15.80 16.00 16.20

5000 m/z 191.10 72.38%
165.0
115.0
300 630 ggp 139.0
O L o o N e o o S BRI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54727: 1H-Indene, 2-phenyl-
192.0 15.60 15.80 16.00 16.20

m/z 94.50 22 .70%

5000
165.0
5240 390 630 750 960 150 4390 | ‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 15 60 15. 80 16. OO 16 20

8270-BF050217.M Thu May 25 18:03:31 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095402.D

Aca On 24 May 2017 22:11

Operator : SJ/MA

Sample : 13281-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

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 unknownl15.97 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.97 10.00 ng 224952 Phenanthrene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 20
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 20
3 2-Chloro-7-methoxvnaphthalene 192 C11H9CIO 067061-67-0 14
4 11-Oxatetracvclol4.2.1.1(2.5).1(... 192 C12H1602 1000194-37-0 14
5 Lactose 342 C12H22011 000063-42-3 11
Abundance Scan 2386 (15.971 min): BF095402.D (-2382) (-) m/z 73.05 100.00%
430 730
192.1
5000
15.60 15.80 16.00 16.20
0! m/z 43.05 83.54%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0 L AR SURBL UL UL B
83.0 1560 1580 1600 16.20
“ 157.0 1850 2130 256.0 m/z 192.10 71.28%
0 ‘\\ 7 A H ‘ MF’? u i ]
[rrrrprrrrpTeeT T II""I""""""""I""II

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

192.0
R e B S AN
15.60 15.80 16.00 16.20
5000 m/z 60.00 68.57%
95.0 165.0
ol 300 63.0 115.0 139.0
[ T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54369: 2-Chloro-7-methoxynaphthalene
192.0 15.60 15.80 16.00 16.20
m/z 57.00 66.00%
149.0
5000
114.0
0 77.0 I L, Il |
T T e e e e

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

15 60 15. 80 16. OO 16 20

8270-BF050217.M Thu May 25 18:03:32 2017

R1-TP-1-SS-1

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095402.D

Aca On 24 May 2017 22:11

Operator : SJ/MA

Sample : 13281-01

Misc :

ALS Vial : 21 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 Naphthalene, 2-phenyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.22 4.23 ng 95061 Phenanthrene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-phenvl- 204 Cl6H12 000612-94-2 93
2 9.10-Bis(bromomethvl)anthracene 362 C16H12Br2 034373-96-1 87
3 5.160I17.2°1:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 78
4 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 64
5 [1,1"-Biphenyl]-2-o0l, 5-chloro- 204 C12H9cCIO 000607-12-5 49
Abundance Scan 2428 (16.218 min): BF095402.D (-2426) (-) m/z 204.10 100.00%
204.1
5000
30,0 69.0 1910 1399 16.00 16.20 16.40 16.60
0’ S O B A SO m/z 202.10 40.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64594: Naphthalene, 2-phenyl-
204.0
5000
16.00 16.20 16.40 16.60
101.0 m/z 203.10 32.48%
280 630 , ) 1500
mz-> 50 100 150 200 250 300 350 400
Abundance
204.0
16.00 16.20 16.40 16.60
5000 m/z 205.10 23.81%
101.0
ol27.0_65.0 149.0 283.0 364.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215197: 5,16[1',21:8,13[1",2"]-Dibenzenodibenzo[a,g]cy...
204.0 16.00 16.20 16.40 16.60
m/z 101.00 14 .66%
5000
39.0 9.0 101.0 1520 313.0 408.0
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60

8270-BF050217.M Thu May 25 18:03:33 2017

R1-TP-1-SS-1

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095402.D

Aca On 24 May 2017 22:11

Operator : SJ/MA

Sample : 13281-01 e
Misc :

ALS Vial : 21 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 Anthracene, 1,4-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.58 5.19 ng 116826 Phenanthrene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 93
2 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 93
3 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 93
4 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 92
5 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 91
Abundance Scan 2490 (16.583 min): BF095402.D (-2485) (-) m/z 206.10 100.00%
206.1
5000 1911
16.20 16.40 16.60 16.80 17.00
0! m/z 191.10 51.63%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #66250: Anthracene, 1,4-dimethyl-
206.0
5000 U AR DU SN
191.0 1620 16,40 16.60 16.80 17.00
m/z 189.10 27 .45%
0 39.0 63.0 | \‘ 1l 115.0 150 016\50 ol ‘M H\H
s Bk b e do o i b He
Abundance
206.0
16.20 16.40 16.60 16.80 17.00
5000 101.0 m/z 205.20 26.10%
101.0
oL27.0 510 76.0 1270 150.016%0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #66267: Phenanthrene, 3,6-dimethyl-
206.0 16.20 16.40 16.60 16.80 17.00
m/z 207.10 17 .68%
5000
191.0
oL 390 57.0 760 1020 00 14901650 |
mz-> 20 40 60 80 100 120 140 160 180 ﬁ ' 1620 16,40 16.60 16.80 17.00

8270-BF050217.M Thu May 25 18:03:33 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095402.D

Aca On 24 May 2017 22:11

Operator : SJ/MA

Sample : 13281-01 e
Misc :

ALS Vial : 21 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 Phenanthrene, 3,6-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.70 4.20 ng 94377 Phenanthrene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 64
2 Phenanthrene-9-carboxaldehvde 206 C15H100 004707-71-5 60
3 I1.1"-Biphenvl1-4-o0l. 4°-chloro- 204 C12H9CIO 028034-99-3 60
4 Benzene. (2-methvlene-1-phenvlcv... 206 C16H14 025152-47-0 50
5 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 50
Abundance Scan 2510 (16.701 min): BF095402.D (-2506) (-) m/z 204.05 100.00%
204.
5000
16.40 16.60 16.80 17.00
01 m/z 206.05 78.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206.0
5000
16.40 16.60 16.80 17.00
102.0 m/z 191.10 44 .14%
ol 270 510 700 | 1300 1650 1870 |
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 240
Abundance
178.0 206.0
16.40 16.60 16.80 17.00
5000 m/z 176.10 35.90%
88.0 151.0
o 400 930 126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64070: [1,1'-Biphenyl]-4-ol, 4'-chloro-
204.0 16.40 16.60 16.80 17.00
m/z 189.00 34 .30%
5000
139.0
39.0 63.0 84.0 10‘2 0 | | 168.0
o) - ””\ T “...”. l... ...‘. ””\”\” .l.‘. — ‘... S
m/z--> 20 40 60 8 100 120 140 160 180 200 220 240 16.40 16.60 16.80 17.00

8270-BF050217.M Thu May 25 18:03:34 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095402.D

Aca On 24 May 2017 22:11

Operator : SJ/MA

Sample : 13281-01 e
Misc :

ALS Vial : 21 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 Butyl citrate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17 .44 8.63 ng 445596 Chrysene-d12 18.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 64
2 Adipic acid. butvl 4-heptvl ester 300 C17H3204 1000349-73-7 53
3 Adipic acid. isobutvl pent-4-en-... 270 C15H2604 1000354-11-8 53
4 Sebacic acid. 3.3-dimethvlbut-2-._._._ 342 C20H3804 1000355-59-6 43
5 Sebacic acid, isobutyl 4-methylp... 342 C20H3804 1000355-34-9 43
Abundance Scan 2636 (17.442 min): BF095402.D (-2633) (-) m/z 185.10 100.00%
185.1
129.0
50001 430
157.0 202 RS NS I S I
102.1 ' 213.1 \ 17.20 17.40 17.60 17.80
oL J ,'|.7.3-.1»-. b L1 ot o2l 1 Tm/z 129.00  62.00%
m/z--> 50 100 150 200 250 300 350
Abundance #190470: Butyl citrate
185.0
129.0
5000 259.0 RN SUNILE S SO
17.20 17.40 17.60 17.80
57.0 870 157.0 m/z 43.00 39.83%
0 H \\“ L “ e e b | 231.0 | 287.0 360.0
m/z--> 50 100 150 200 250 300 350
Abundance
129.0 185.0
' 17.20 17.40 17.60 17.80
5000 m/z 57.05 26.99%
57.0
29.0 101.0 156.0 2970
ot e
m/z--> 50 100 150 200 250 300 350
Abundance #119042: Adipic acid, isobutyl pent-4-en-2-yl ester B B S e e
120.0 17.20 17.40 17.60 17.80
m/z 259.20 26.42%
5000 185.0
a1.0 990 101
ok l,“.A ey T. | %60 | |1zs0 D | —
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095402.D

Aca On 24 May 2017 22:11

Operator : SJ/MA

Sample : 13281-01 e
Misc :

ALS Vial : 21 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 Supraene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.79 5.36 ng 77778 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 38
2 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 30
3 Saualene 410 C30H50 000111-02-4 30
4 Cvclopentanecarboxamide. N-heptv... 323 C21H41NO 1000308-61-4 28
5 trans-Farnesol 222 C15H260 000106-28-5 27
Abundance Scan 3035 (19.789 min): BF095402.D (-3033) (-) m/z 69.10 100.00%
6d.1
253.1
5000
1231 4g10,,, 2891 3501 19.40 19.60 19.80 20.00 20.20
oLl e m/z 253.10 67.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000
19.40 19.60 19.80 20.00 20.20
1370 m/z 81.10 58.94%
o 290k““ _107.07/7" 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
19.40 19.60 19.80 20.00 20.20
5000 m/z 254.10 45 .57%
2 1230 9770
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene e N AR B AR
69.0 19.40 19.60 19.80 20.00 20.20
m/z 41.10 20.12%
5000
137.0
29.0t L kL3070 1 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400 19,40 19,60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095402.D

Aca On 24 May 2017 22:11

Operator : SJ/MA

Sample : 13281-01 e
Misc :

ALS Vial : 21 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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.24 13.10 ng 190149 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 99
2 Benzoli1fluoranthene 252 C20H12 000205-82-3 98
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
4 Pervlene 252 C20H12 000198-55-0 94
5 Benzo[a]pyrene 252 C20H12 000050-32-8 92
Abundance Scan 3112 (20.241 min): BF095402.D (-3109) (-) m/z 252.10 100.00%
25p.1
5000
125.0
20.00 20.20 20.40 20.60
224.1
ob—220 971 1 (16601938 7~ il 291 8511 m/z 250.10  30.95%
m/z--> 50 100 150 200 250 300 350
Abundance #104221: Benzo[e]pyrene
252.0
5000
20.00 20.20 20.40 20.60
126.0 m/z 253.10 20.68%
ol_410 67.0 100.0 ‘H ‘ 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
2000 20.20 20.40 20.60
5000 m/z 125.00 19.15%
126.0
0l20.0 630 100.0 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene A B e B e R s LR
25p.0 20.00 20.20 20.40 20.60
m/z 126.00 16.26%
5000
126.0
0 620 1000 |  1a0 2280 |
m/z--> 50 100 150 200 250 300 350 20.00 2020 20.40 20.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095402.D

Acq On 1 24 May 2017 22:11 Instrument :
Operator : SJ/MA BNA_F

Sample - 13281-01 ClientSampleld :
Misc : R1-TP-1-SS-1
ALS Vial : 21 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, ... 2.25 52.6 ng 1188140 1 7.75 451312 20.0
2-Pentanone, 4-hy... 5.10 8.8 ng 197566 1 7.75 451312 20.0
unknown? .42 7.42 90.0 ng 2032050 1 7.75 451312 20.0
Propanoic acid, 2... 13.38 194.1 ng 5939200 3 12.60 612063 20.0
Dibenzofuran, 4-m... 13.78 3.6 ng 111502 3 12.60 612063 20.0
Heptadecane 14.21 4.2 ng 94901 4 15.01 449854 20.0
Sulfurous acid, 2... 14.23 4.7 ng 105352 4 15.01 449854 20.0
1H-Cyclopropa[l]p--. 15.78 5.2 ng 117247 4 15.01 449854 20.0
Phenanthrene, 2-m... 15.83 6.7 ng 150799 4 15.01 449854 20.0
4H-Cyclopenta[def... 15.94 6.5 ng 146625 4 15.01 449854 20.0
unknown15.97 15.97 10.0 ng 224952 4 15.01 449854 20.0
Naphthalene, 2-ph... 16.22 4.2 ng 95061 4 15.01 449854 20.0
Anthracene, 1,4-d... 16.58 5.2 ng 116826 4 15.01 449854 20.0
Phenanthrene, 3,6... 16.70 4.2 ng 94377 4 15.01 449854 20.0
Butyl citrate 17 .44 8.6 ng 445596 5 18.68 1032910 20.0
Supraene 19.79 5.4 ng 77778 6 20.36 290209 20.0
Benzo[e]pyrene 20.24 13.1 ng 190149 6 20.36 290209 20.0
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