LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 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-BF120916.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.653 134 137 140 rVB 44118 70105 1.21% 0.114%
2 4.258 187 190 194 rVB 47869 64946 1.12% 0.106%
3 4.933 246 249 252 rBV 961924 1560817 26.89% 2.549%
4 5.379 285 288 290 rBVY 2277470 2636195 45.41% 4 .305%
5 5.584 304 306 308 rVB2 138257 127799 2.20% 0.209%
6 6.419 376 379 381 rBY 3112864 3310965 57.03% 5.407%
7 6.544 387 390 392 rBVY 3547395 3266446 56.27% 5.334%
8 6.773 408 410 412 rBV 1162383 973163 16.76% 1.589%
9 6.933 421 424 426 rBV 3066402 2940328 50.65% 4.802%
10 7.333 456 459 462 rBY 1705134 2361860 40.68% 3.857%

11 7.459 465 470 472 rBvV 118933 207406 3.57% 0.339%
12 7.973 512 515 517 rBV 826137 840012 14.47% 1.372%
13 8.065 520 523 525 rBV 1456103 2032855 35.02% 3.320%
14 8.419 550 554 556 rBV3 34124 75809 1.31% 0.124%
15 8.465 556 558 567 rvB5 46265 136497 2.35% 0.223%

16 8.739 577 582 584 rBvV 65433 129595 2.23% 0.212%
17 8.819 587 589 592 rBV 510984 599738 10.33% 0.979%
18 9.139 614 617 619 rBVY 6417069 5805326 100.00% 9.480%
19 9.230 622 625 628 rvv4 41602 66974 1.15% 0.109%
20 9.470 644 646 649 rBvV 37568 62827 1.08% 0.103%

21 9.528 649 651 654 rvVB 933019 1126909 19.41% 1.840%
22 9.756 667 671 673 rVvB2 70340 85384 1.47% 0.139%
23 9.813 673 676 677 rBV 2424520 2212439 38.11% 3.613%
24 9.836 677 678 680 rVvB 93236 115393 1.99% 0.188%
25 10.019 692 694 696 rBvV 75716 101644 1.75% 0.166%

26 10.248 708 714 716 rBV2 143345 295522 5.09% 0.483%
27 10.350 722 723 727 rVB2 106158 147381 2.54% 0.241%
28 10.465 730 733 736 rBvV2 45200 99190 1.71% 0.162%
29 10.591 742 744 746 rBV2 1828147 2528109 43.55% 4.128%
30 10.728 754 756 760 rVB 168316 268650 4.63% 0.439%

31 10.945 773 775 778 rVB 1026836 1088395 18.75% 1.777%
32 11.173 791 795 800 rBv4 153307 322196 5.55% 0.526%
33 11.288 803 805 809 rvv2 1791880 2538196 43.72% 4.145%
34 11.368 809 812 813 rVB 197451 246530 4._.25% 0.403%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 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-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.516 822 825 827 rBv2 122330 169220 2.91% 0.276%

36 11.596 829 832 833 rvv2 73339 82841 1.43% 0.135%
37 11.631 833 835 839 rvv4 37685 81793 1.41% 0.134%
38 11.699 839 841 843 rVB 593096 721126 12.42% 1.178%
39 11.756 843 846 847 rBV2 49413 69780 1.20% 0.114%

40 11.791 847 849 850 rvv 171058 167637 2.89% 0.274%

41 11.825 850 852 854 rvv2 412066 685507 11.81% 1.119%
42 11.905 857 859 863 rvB2 179794 318685 5.49% 0.520%
43 11.996 863 867 870 rBvV3 74696 178939 3.08% 0.292%
44 12.088 872 875 879 rBvV3 93151 201046 3.46% 0.328%
45 12.259 887 890 892 rBV 838278 810610 13.96% 1.324%

46 12.339 895 897 899 rBvV 69823 81272 1.40% 0.133%
47 12.385 899 901 903 rBv2 237403 390611 6.73% 0.638%
48 12.442 903 906 909 rvv2 267162 468814 8.08% 0.766%
49 12.499 909 911 913 rVB 1288785 1164475 20.06% 1.902%
50 12.545 913 915 919 rBv4 41991 100666 1.73% 0.164%

51 12.614 919 921 923 rBV2 143502 155441 2.68% 0.254%
52 12.728 928 931 933 rBV 890822 1078495 18.58% 1.761%
53 12.762 933 934 939 rVB3 79041 118999 2.05% 0.194%
54 12.842 939 941 942 rBV 89498 120790 2.08% 0.197%
55 12.876 942 944 946 rVB 4360576 3927763 67.66% 6.414%

56 12.934 946 949 952 rBV2 79739 138141 2.38% 0.226%
57 13.048 957 959 961 rVB 91112 146678 2.53% 0.240%
58 13.116 964 965 967 rVB 151715 120548 2.08% 0.197%
59 13.151 967 968 972 rvVB2 93026 138641 2.39% 0.226%
60 13.242 974 976 978 rVvB2 125055 137710 2.37% 0.225%

61 13.276 978 979 981 rBV 54412 79927 1.38% 0.131%
62 13.356 981 986 991 rBV3 214340 558055 9.61% 0.911%
63 13.459 993 995 998 rvB2 78478 101477 1.75% 0.166%
64 13.551 1001 1003 1007 rBV3 108320 218955 3.77% 0.358%
65 13.665 1011 1013 1015 rBV2 114009 194565 3.35% 0.318%

66 13.734 1017 1019 1020 rVvVv2 135869 137192 2.36% 0.224%
67 13.779 1020 1023 1026 rVB2 517187 644817 11.11% 1.053%
68 13.917 1032 1035 1041 rVB 1742221 2617911 45.09% 4._275%
69 14.031 1042 1045 1046 rBV3 82208 134264 2.31% 0.219%
70 14.099 1049 1051 1053 rBV2 100855 128997 2.22% 0.211%

71 14.408 1076 1078 1084 rBV2 370901 510733 8.80% 0.834%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 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-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.682 1100 1102 1103 rBV 120555 159915 2.75% 0.261%
73 14.934 1121 1124 1127 rBV 409394 902724 15.55% 1.474%
74 15.208 1146 1148 1151 rVB 349523 428534 7.38% 0.700%
75 15.265 1151 1153 1156 rBV 361330 522311 9.00% 0.853%

76 15.322 1156 1158 1160 rBV 893634 1169495 20.15% 1.910%
77 15.722 1191 1193 1195 rBV 129299 196294 3.38% 0.321%
78 15.768 1195 1197 1199 rBV2 180019 292546 5.04% 0.478%
79 15.814 1199 1201 1202 rBV 139901 197804 3.41% 0.323%
80 15.985 1213 1216 1226 rVB3 223709 641004 11.04% 1.047%

81 16.374 1248 1250 1257 rVB 230917 535809 9.23% 0.875%
82 16.671 1274 1276 1281 rVB2 155633 263141 4_.53% 0.430%
83 17.288 1327 1330 1335 rVB 159785 378748 6.52% 0.618%

Sum of corrected areas: 61237047
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF091688.D
6000000

5000000

4000000

3000000
5.38
2000000

1000000 4.93
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6.42 6.93

6.77
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF091688.D
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5000000

4000000

3000000
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Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

12.00 12.50 13.00 13.50

Abundance TIC: BF091688.D
6000000

5000000
4000000
3000000

13.92
2000000 15.32

14.93 182727
14.41 14.68

1000000¢- 1599 16.37 1547

17.29

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

o T T T ]

18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.93 32.08 ng 1560820 1,4-Dichlorobenzene-d4 6.77
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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 249 (4.933 min): BF091688.D (-246) (-) m/z 43.10 100.00%
43
59
5000
ot 460 4.80 500 520
...,....,....,..??','::..,??.'!,...‘??....,E.‘?..,...:,|....,. m/z 59.10 59.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 4.80 500 520
m/z 101.10 19.33%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 4.80 500 520
5000 m/z 58.00 13.81%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R e
59 4.60 4.80 5.00 5.20
m/z 41.10 9.73%
5000 41
31
| LT
"'l'}é'l'"Ml""“*t"léﬁﬂ"""i""l""l"'gﬁ""l' ISR SN RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 2 unknown6.54 Concentration Rank 1

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

6.54 67.13 ng 3266450 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 390 (6.544 min): BF091688.D (-387) (-) m/z 132.00 100.00%
5000 68
620 6.40 6.60 6.80
e AR ma m/z 68.10 44 _.09%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 ISR R LR SRR
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.39%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 680
5000 m/z 66.10 28.34%
33 44 o 105
60 " g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl LB B e s i
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 18.25%
5000 98 116
SN -NM 8 .p®97.hq N . - Il?? SN G GNRN—
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7

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

7.97 8.26 ng 840012 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 90
2 Ethanol. 1-(2-butoxvethoxv)- 162 C8H1803 054446-78-5 90
3 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 64
4 Di-sec-butvl ether 130 C8H180 006863-58-7 50
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 50

Abundance Scan 515 (7.973 min): BF091688.D (-512) (-) m/z 57.05 100.00%
4 g7
5000
75

6 87 1m s 131 7.60 7.80 8.00 8.20
SN 1 1 M- m/z 45.10 95.54%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #31016: Ethanol, 2-(2-butoxyethoxy)-
45 57
5000 LI L L L L L L L LB L L
29 7.60 7.80 8.00 8.20
‘ ‘ 75 a7 m/z 41.05 35.31%
100
B e Wl LR e 12w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
45 57
B B i e S
7.60 7.80 8.00 8.20
5000 m/z 75.00 20.63%
29 75
87 100

119 132 144 163
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #8599: Ethylene glycol monoisobutyl ether e Rmae e e

57 7.60 7.80 8.00 8.20
45 m/z 56.05 15.73%

5000
29 75
87
]78 “‘\ \‘m i L 100
e e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Phthalic anhydride Concentration Rank 11

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

8.82 5.90 ng 599738 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 95
2 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 90
3 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 90
4 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 86
5 Phthalamic acid 165 C8H7NO3 000088-97-1 74

Abundance Scan 589 (8.819 min): BF(()b91688.D(—587) ) m/z 104.00 100.00%
76 104
5000 50
—rv—v—v—v—rv—v—v—v—[
38 61 85 o5 | 115 148 8.40 860 8.80 9.00 9.20
S WS AU O R M EN—— m/z 76.00 86.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22148: Phthalic anhydride
104
76
5000 148
50 8.40 860 8.80 9.00 9.20
a8 m/z 50.00 43.80%
16 28 “ A 61 \M\ 85 | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
104
& LRI RS R
8.40 860 8.80 9.00 9.20
5000 50 m/z 74.00 18.34%
148
26 38 61 85
miz--> 20 40 60 80 100 120 140 160 180
Abundance #51436: Phthalic acid, monoethy! ester a EEEERrEan s R
76 104 8.40 860 8.80 9.00 9.20
m/z 75.00 11.11%
5000 50
148
By o0 e | 12 | a7
m/z--> 20 40 60 80 100 120 140 160 180 8.40 860 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 1,2-Benzenedicarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.94 8.58 ng 1088400 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. di... 246 C14H1404 000131-17-9 90
2 Allvl chloride 76 C3H5CI 000107-05-1 7
3 Propanedinitrile. cvclopentvlidene- 132 C8H8N2 005660-83-3 5
4 2-Thiophenethiol. 5-(1.1-dimethy... 188 C8H120S2 054789-36-5 4
5 2-Butene, 1-chloro-3-methyl- 104 C5HOCI 000503-60-6 4
Abundance Scan 775 (10.945 min): BF091688.D (-773) (-) m/z 41.10 100.00%
4.1
5000 149
76 104 189 10,60 10.80 11.00 11.20
b ST b G2 L M| A2 201 Tm/z 149.00  40.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85827: 1,2-Benzenedicarboxylic acid, di-2-propenyl ester
|
149
5000 UANAUNA AL AR

10. 60 10. 80 11.00 11.20
98 132 189 m/z 39.05 15.54%

76

57 P jus 172 | 203216 246
A o e B ARA R s s Re A E e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
41
10.60 10.80 11.00 11.20
5000 m/z 104 .00 13.14%
) 76
! 61
A o R B B L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14024: Propanedinitrile, cyclopentylidene- R REER Ry
41 10.60 10.80 11.00 11.20
m/z 76.00 12 .34%
5000
132
27 &7 104
O P X A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknownl11.70 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.70 5.68 ng 721126 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran-2-one. 3-methvl-3-aza... 149 C8H7NO2 1000289-12-2 43
2 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 28
3 2.4.6-TrimethvImandelic acid 194 C11H1403 020797-56-2 22
4 5H-PYRROLO(3.2-DYPYRIMIDINE-2.4-... 149 C6H7N5 1000244-21-4 22
5 1,2-Benzenedicarboxylic acid, di... 306 C18H2604 000131-18-0 22
Abundance Scan 841 (11.699 min): BF091688.D (-839) (-) m/z 149.00 100.00%
149 193
104
5000
76
50 13|2 176 220 262 11.40 11.60 11.80 12.00
) SNBSSV RS VS NNV W S A — - m/z 193.05 93.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22508: Benzofuran-2-one, 3-methyl-3-aza-2,3-dihydro-
149
5000 104 111.40 11.60 11.80 12.00
m/z 104.00 56.63%
N \\\ \
“w”""'m‘ ARAI AR LS AR LA s A R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
104
76 149 SRS | GSED —
11.40 11.60 11.80 12.00
5000 31 g, m/z 76.00 29.18%
15 122 177 104
Wmmwwﬁwwmﬁwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51585: 2,4,6-Trimethylmandelic acid
149 11.40 11.60 11.80 12.00
m/z 132.00 14 .69%
5000 121
105
43
176 194
....lu..H‘..‘.‘5|.‘...Ulu\.‘.|.{..‘.“l...‘.|.‘...|...l|...‘.|....|.... RS RARRRREESE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.82 5.40 ng 685507 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 62
3 1H-Cvclopropal llphenanthrene.la.... 192 C15H12 000949-41-7 44
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 40
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 38
Abundance Scan 852 (11.825 min): BF091688.D (-850) (-) m/z 73.00 100.00%
43 60 73
192
5000
JJ 85 129
g8 115 157 213 11.60 11.80 12.00 12.20
143157171
,....','..--I-',|. . ...'.2:2.7..,..???. m/z 43.10 99.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid MA/\—/\L
43
60 .4
5000 LRI S BRI SN B

11,60 11.80 12,00 12.20
m/z 60.00 86.49%

256
H o \ H \H }01;}5 \ 143157171185199213227 242 |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 75.53%
29 185 228
87 101115
L R Al B ma B S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50641: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro- S  BaEaREE R
192 11.60 11.80 12.00 12.20
m/z 41.10 71.73%
5000
165
395163 83 % 115 139152 | 178 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Oxybenzone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.26 6.39 ng 810610 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxvbenzone 228 C14H1203 000131-57-7 98
2 Phenol. 2.6-dimethvl-4-nitroso- 151 C8H9NO2 013331-93-6 35
3 Pvrazole-4-carboxaldehvde-. 3.5-... 228 C14H16N20 1000272-54-8 27
4 Ethanone. 2.2-dimethoxv-1.2-diph... 256 C16H1603 024650-42-8 22
5 1,4 Benzodioxan-6-amine 151 C8HONO2 022013-33-8 22
Abundance Scan 890 (12.259 min): BF091688.D (-887) (-) m/z 227.10 100.00%
5000
S | gl 1200 1220 1240 1760
63 128 184 . . . .
Obrrrrrr oo SRy S8l S0y 168 181972 L Tn/z 151.00  83.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74954: Oxybenzone
151 227
5000 N SUCLRR BN BN R
77 12.00 12.20 12.40 12.60
105 m/z 228.10 56.64%
15 27 39 ‘H H | i 9$ ‘ 8 I \‘ 168 184 197 211
m/z--> 20 45 60 éo 160 150 140 160 1éo 200 220
Abundance
151
39 ' 12/00 12.20 12,40 12,60
5000 134 m/z 77.00 22.82%
77

91
27 51 65 106 121

L L L B L o e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #75054: Pyrazole-4-carboxaldehyde-, 3,5-dimethyl-1-(3,4-di...

—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—ﬁ
228 12.00 12.20 12.40 12.60
m/z 105.00 11.55%
5000

77
39 213
51 65 120 143 15837, 185 200
\ i

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 4-(Methylthio)benzonitrile Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.39 3.08 ng 390611 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
4-(Methvlthio)benzonitrile 149 C8H7NS 021382-98-9 50
2 Dibutvl phthalate 278 C16H2204 000084-74-2 47
3 1.2-Benzenedicarboxvlic acid. di... 250 C14H1804 000131-16-8 47
4 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000084-78-6 47
5 1,2-Benzenedicarboxylic acid, mo... 222 C12H1404 000131-70-4 47
Abundance Scan 901 (12.385 min): BF091688.D (-899) (-) m/z 149.00 100.00%
149
5000
104 132
43 99 76 \ 0 1990 1240 1260 1280
190 207 12.00 12.20 12.40 12.60 12.80
eyl a8 |63 O 228 255 7 132.00  27.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22516: 4-(Methylthio)benzonitrile
149
5000 116
134 12.00 12.20 12.40 12.60 12.80
m/z 104.00 24 _95%
45 63 90
NN TN N P T U D —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149
12.00 12.20 12.40 12.60 12.80
5000 m/z 59.10 15.60%
2741 56 76 104121935 | 167 205 223 278
Wwwwmwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88283: 1,2-Benzenedicarboxylic acid, dipropy! ester
149 12.00 12.20 12.40 12.60 12.80
m/z 162.00 14 .44%
5000
27 43 59 76 104121135 | 167 191 299 250
m/z--> 20 40 éo éo 160 150 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 1,2-Benzenedicarboxylic aci... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.44 3.69 ng 468814 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 64
2 1.2-Benzenedicarboxvlic acid. di... 250 C14H1804 000131-16-8 59
3 Dibutvl phthalate 278 C16H2204 000084-74-2 53
4 1.2-Benzenedicarboxvlic acid. bi... 250 C14H1804 000605-45-8 50
5 1,2-Benzenedicarboxylic acid, bu... 278 C16H2204 017851-53-5 45
Abundance Scan 906 (12.442 min): BF091688.D (-903) (-) m/z 149.00 100.00%
149
5000
ame N | im0y g EmuwEed
N e e - b N R & L. =5 m/z 104.00 13.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #134728: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ...
149
5000
12.20 12.40 12.60 12.80
41 m/z 150.00 8.84%
56 ‘P 10455 179 205 223 267
m/z--> 20 45 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
149
' 12.20 12.40 12,60 12.80
5000 m/z 132.00 8.71%
27 43 59 76 104121 167 9120 o
WWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105065: Dibutyl phthalate
149 12.20 12.40 12.60 12.80
m/z 208.10 7.74%
5000
2 57 T 1511 | aey 205233
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Heptafluorobutyric acid, n-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.78 4.93 ng 644817 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
3 1-Octadecanol 270 C18H380 000112-92-5 90
4 2- Chloropropionic acid. hexadec... 332 C19H37Cl02 086711-81-1 87
5 1-Nonadecene 266 C19H38 018435-45-5 83

Abundance Scan 1023 (13.779 min): BF091688.D (-1020) (-) m/z 57.10 100.00%

g7 83

5000

-

139 13.40 13.60 13.80 14.00

168
el 197215 241260 280 304 328 m/z 83.10 87 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #165992: Heptafluorobutyric acid, n-octadecyl ester
43

3

3

69

5000

13.40 13.60 13.80 14.00
m/z 43.10 86.98%

il 153169 195 224 252
ARARRREZEE D

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

57 83

3

13.40 13.60 13.80 14.00
5000 11 m/z 55.10 80.61%

139 167 196 292 266 294 32234

B R R R R L L R R N L R R R RN R RN AR RN R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

HE

Abundance #100813: 1-Octadecanol A REams Rmma s
43 8 13.40 13.60 13.80 14.00
m/z 97.10 74 _.69%
- WL/w
2 J 4o 168 196 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13 60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Cyclohexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.41 3.90 ng 510733 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 83
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 83
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 74
5 1-Octadecanol 270 C18H380 000112-92-5 70
Abundance Scan 1078 (14.408 min): BF091688.D (-1076) (-) m/z 57.10 100.00%
g7
83
5000
LRI BRI IR BURIL B
139 240 14.00 14.20 14.40 14.60 14.80
ol 3 168 197218 268288 312 338 397 n/z 43.10 77 _37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #72491: Cyclohexadecane
55 g3
5000 NI AR B SR B
29 11 14.00 14.20 14.40 14.60 14.80
‘ ‘ m/z 55.10 62.44%
R \‘ ‘\ H | \‘139.467 e
m/z--> 50 200 250 300 350 400
Abundance
57
83 LRI BRI IR BURIL B
14.00 14.20 14.40 14.60 14.80
5000 11 m/z 71.10 57.26%
29
139 167 196 224 271 44 KuwyA_JAw_pjA\¢ﬂ~degNJMA
m/z--> 50 100 150 200 250 300 350 400
Abundance #93396: Ethanol, 2-(tetradecyloxy)- I RREEEEEES T
57 14.00 14.20 14.40 14.60 14.80
m/z 83.10 55.93%
83
5000
29 111
168 196
I\IHII ‘ll} Ll%g'::::‘lu?%? 258: I e A R N N EEREE
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.21 7.33 ng 428534 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
3 Benzolklfluoranthene 252 C20H12 000207-08-9 94
4 Benzolalovrene 252 C20H12 000050-32-8 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 1148 (15.208 min): BF091688.D (-1146) (-) m/z 252.10 100.00%
252
5000
43 8110112|5 159178198 224 Il 272 298 330 365 392414 14.80 15.00 15.2 1540 15.60
B A A S e N e m/z 250.10 28.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89816: Benzo[e]pyrene
252
14.80 15.00 15.20 15.40 15.60
195 m/z 253.10 21.50%
50 74 99 , | 146 174 200224 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
252
14:80 15.00 15.20 15.40 15.60
5000 m/z 125.00 13.95%
126
39 74 100 150 174 200 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #89823: Benzo[K]fluoranthene I RREEEEEES T
252 14.80 15.00 15.20 15.40 15.60
m/z 126.00 11.62%
5000
126
74 99 | 200 224
m/z--> 50 100 150 200 250 300 350 400 14,80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknownl5.72 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.72 3.36 ng 196294 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. butvl ester. este... 336 C18H2406 000085-70-1 14
2 1.4-Dioxo-1.2.3.4-tetrahvdrophth... 162 C8H6N202 001445-69-8 14
3 1H-2-Benzopvran-3-one. 7-ethoxy-... 266 C13H1406 1000158-14-3 14
4 Cvclobarbital 236 C12H16N203 000052-31-3 11
5 1-Methyl-3-phenylindole 207 C15H13N 030020-98-5 10
Abundance Scan 1193 (15.722 min): BF091688.D (-1191) (-) m/z 149.00 100.00%
149
104 207
5000
76
4l 15.40 15.60 15.80 16.00
12 289 313336 361 385 77 207 10 73 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #135435: Phthalic acid, butyl ester, ester with butyl glyc...
149
5000 LR UL BN B SR
263 15.'40 15.|60 15.I80 16.|00 '
bg 57 77 m/z 104.00 67.82%
I e o N~ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
T 102 AR TN AN AR
15.40 15.60 15.80 16.00
5000 m/z 162.10 41.01%
76
51 132
miz-> 50 100 150 200 250 300 350 400
Abundance #97638: 1H-2-Benzopyran-3-one, 7-ethoxy-4-hydroxy-4-methox... B B B B S
207 15.40 15.60 15.80 16.00
m/z 132.00 34.18%
5000
179
151
77 106
-2L-9-5|‘1-L---|I--1§1-|----|L--- 2-6-6--|----|----|- L e e e
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 unknownl5.77 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

15.77 5.00 ng 292546 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 35
2 Heneicosane 296 C21H44 000629-94-7 25
3 Heptacosane 380 C27H56 000593-49-7 20
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 18
5 Octadecane 254 C18H38 000593-45-3 18

Abundance Scan 1197 (15.768 min): BF091688.D (-1195) (-) m/z 57.10 100.00%

57
149 207 FV/\“v\j\APAVJAf\xAxr\“~/¥d/\
5000

266
15.40 15.60 15.80 16.00
296318 380 416
N Ko m/z 207.10  73.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #55008: Tetradecane

%

5000 85 L L B B
15.40 15.60 15.80 16.00
29 m/z 149.00 71.08%

e
m/z--> 50 100 150 200 250 300 350 400
Abundance

57
T T T

15.40 15.60 15.80 16.00

5000 85 m/z 71.10 68.73%
29 113 141 169 197 225 253 296 \N/\“\wﬁkN\f}\\vxxA«ﬂhﬂv/\
e T St s S SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane R e EEaE L
57 15.40 15.60 15.80 16.00
m/z 43.10 54_71%
5000 85
29 113 141
T L f )77, 141 169 197 225 253 281 309 337 380
I E b e AV e £ T4 L4 L = e
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 unknownl15.81 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
15.81 3.38 ng 197804 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluorobenzenesulfonvl chloride 266 C6CIF502S 000832-53-1 35

2 Ethion 384 C9H2204P2S4 000563-12-2 35
3 Cholestan-3-one 386 C27H460 015600-08-5 30
4 Phosphoric acid (dimethvl). (2-c... 266 C9H12CIO5P 094420-73-2 25
5 Benzoic acid, 2-(56-pyrazolylcarb... 231 C11H9N303 1000277-53-0 25
Abundance Scan 1201 (15.814 min): BF091688.D (-1199) (-) m/z 231.10 100.00%
5000 266
291 386 414 15.40 15.60 15.80 16.00 16.20
300,348 m/z 83.10 64.38%
miz--> 50 100 150 200 250 300 350 400
Abundance #98215: Pentafluorobenzenesulfonyl chloride
231
167
117
5000 LU DL BRI BN B
266 15.40 15.60 15.80 16.00 16.20
a1 03 m/z 69.10 62.26%
PN . O W
miz--> 50 100 150 200 250 300 350 400
Abundance
231
15.40 15.60 15.80 16.00 16.20
5000 97 153 m/z 57.10 56.81%
125
29 65 384
175 203 261 203 338
miz--> 50 100 150 200 250 300 350 400
Abundance #153162: Cholestan-3-one L L B
231 15.40 15.60 15.80 16.00 16.20
m/z 123.10 47 .57%
5000 a8 4 386
123
0 204 263 301 329 357
miz--> 50 100 150 200 250 300 350 400 15140 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 28-Nor-17.alpha.(H)-hopane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.99 10.96 ng 641004 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 81
2 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 37
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 35
4 2-(2-((2-Chloro-6-fluorobenzvl)s... 334 C17H16CIFN2S 1000298-18-2 32
5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 32
Abundance Scan 1216 (15.985 min): BF091688.D (-1213) (-) m/z 191.15 100.00%
191
5000 81
55 ik 136 163 LRI VNI U SR BN
264
245 296 37 383 15.60 15.80 16.00 16.20 16.40
3 a0 Tl TP U3 Tl Tm/z 177.10  49.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156126: 28-Nor-17.alpha.(H)-hopane
191
5000 100 15160 15,30 16,00 1620 1640
217 m/z 81.10 49 _.57%
A | |1 il
u ‘ H A [ 1 |
m/z--> 50 150 200 250 300 350 400
Abundance
191
95 LRI ORI SUNILR BN B
15.60 15.80 16.00 16.20 16.40
5000 43 m/z 95.10 43.75%
67
135
115 163 210 236 264 3033p3 360
m/z--> 50 100 150 200 250 300 350 400
Abundance #60240: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) AR B
191 15.60 15.80 16.00 16.20 16.40
m/z 109.10 32.71%
5000 57
107 149
|2|9|‘|‘|‘8‘ I ‘::::luuluu T —— ———T T R AR R
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 unknownl6.37 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.37 9.16 ng 535809 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 47
2 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 42
3 Propenamide. 3-(3.4-dimethoxvphe... 313 C18H19N0O4 339165-72-9 38
4 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 37
5 Anthracene, 9,9"-(1,2-ethanediyl... 382 C30H22 004709-79-9 35
Abundance Scan 1250 (16.374 min): BF091688.D (-1248) (-) m/z 191.15 100.00%
191
5000 69 P
“ T - 5 o s e
218 397 : : : :
1 2479237 313336 368 77 95 10 218 300
m/z--> 50 100 150 200 250 300 350 400
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191
5000 RUNNMUNSESUAUU RS
16.00 16.20 16.40 16.60
123 149 m/z 81.10 43 .54%
||‘|“|”|6"‘|9H|‘ I\Mlml ‘:“:‘Lu“k |l‘|“| |‘|||| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
95 191
" 16.00 16.20 16.40 16.60
5000 67 m/z 69.10 40.56%
135
115 | 161 211 236 264 303
m/z--> 50 100 150 200 250 300 350 400
Abundance #124449: Propenamide, 3-(3,4-dimethoxyphenyl)-N-(4-methoxy... R EERE RS B
191 16.00 16.20 16.40 16.60
m/z 109.10 31.01%
123
5000
51 77 4 163 313
bt a3 | lon 253 2ea Tl
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091688.D

Aca On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample : H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 unknownl7.29 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.29 6.48 ng 378748 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. mo... 222 C12H1404 000131-70-4 18
2 Benzoll.31dioxole-5-carboxvlic a... 362 C16H14N206S 1000296-89-7 11
3 3-Nitrophthalhvdrazide 207 C8H5N304 003682-15-3 10
4 1.2-Benzenedicarboxyvlic acid. di... 306 C18H2604 000131-18-0 10
5 7-Methylthieno[3,2-b]pyridine 149 C8H7NS 013362-83-9 10
Abundance Scan 1330 (17.288 min): BF091688.D (-1327) (-) m/z 149.00 100.00%
149
207
104
5000 T AA,_,/\W‘%
76
41 \ | 17.00 17.20 17.40 17.60
176 399 : : : :
Al AL SR b P L 23020T | 295 328390372 | Tm/z 207.05  72.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #70518: 1,2-Benzenedicarboxylic acid, monobutyl ester
149
5000 LA SRR BN IR B
17.00 17.20 17.40 17.60
65 m/z 104.00 62.87%
a1 105
...‘}“.‘.“..‘,“..“..ﬁ.‘.lzg.,.2.22..,....,....,....,.
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
1700 17.20 17.40 17.60
5000 m/z 276.10 49 .04%
65
121
45 | 91 173196 231 250278 332 362
m/z--> 5b 160 1%0 260 250 360 3%0 460
Abundance #61021.: 3—Nitrophtha|hydrazide L B R B L
104 148 207 17.00 17.20 17.40 17.60
£ m/z 193.10 44.48%
5000 178
50
30
IJJI$%§ Iﬂlkl N SN
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121616\
Data File : BF091688.D

Acq On : 16 Dec 2016 22:22

Operator : UM/SJ

Sample - H6099-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.93 32.1 ng 1560820 1 6.77 973163 20.0
unknown6 .54 6.54 67.1 ng 3266450 1 6.77 973163 20.0
Ethanol, 2-(2-but... 7.97 8.3 ng 840012 2 8.06 2032860 20.0
Phthalic anhydride 8.82 5.9 ng 599738 2 8.06 2032860 20.0
1,2-Benzenedicarb... 10.94 8.6 ng 1088400 4 11.29 2538200 20.0
unknownl11.70 11.70 5.7 ng 721126 4 11.29 2538200 20.0
n-Hexadecanoic acid 11.82 5.4 ng 685507 4 11.29 2538200 20.0
Oxybenzone 12.26 6.4 ng 810610 4 11.29 2538200 20.0
4-(Methylthio)ben... 12.39 3.1 ng 390611 4 11.29 2538200 20.0
1,2-Benzenedicarb... 12.44 3.7 ng 468814 4 11.29 2538200 20.0
Heptafluorobutyri... 13.78 4.9 ng 644817 5 13.92 2617910 20.0
Cyclohexadecane 14.41 3.9 ng 510733 5 13.92 2617910 20.0
Benzo[e]pyrene 15.21 7.3 ng 428534 6 15.32 1169500 20.0
unknownl15.72 15.72 3.4 ng 196294 6 15.32 1169500 20.0
unknownl15.77 15.77 5.0 ng 292546 6 15.32 1169500 20.0
unknownl15.81 15.81 3.4 ng 197804 6 15.32 1169500 20.0
28-Nor-17.alpha.(... 15.99 11.0 ng 641004 6 15.32 1169500 20.0
unknown16 .37 16.37 9.2 ng 535809 6 15.32 1169500 20.0
unknownl17.29 17.29 6.5 ng 378748 6 15.32 1169500 20.0
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