LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077523.D

Aca On : 2 Mar 2015 15:36

Operator : TP/1Z

Sample : 6G1399-04 5X

Misc S

ALS Vial : 4 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: CENTROID

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.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

1.412 43 46 48 rBV 1294071 1829675 100.00% 9.611%
1.550 55 58 60 rvB 113883 141219 7.72% 0.742%
73 76 rVB 69664 103790 5.67% 0.545%
1.847 82 84 95 rvB 133222 203512 11.12% 1.069%
5.036 361 363 368 rvB 87916 99749 5.45% 0.524%

abrwNPE
=
\l
N
=
\l
o

5.367 389 392 395 rBV 474470 512322 28.00% 2.691%
5.550 405 408 410 rvVB 252220 311973 17.05% 1.639%
431 434 rBvV 426432 426055 23.29% 2.238%
6.236 465 468 470 rVB 149087 151750 8.29% 0.797%
6.590 497 499 501 rVB 48042 53955 2.95% 0.283%

QO ~NO®
9]
o0}
=
w
N
N
©

11 6.807 516 518 521 rBV 313623 344084 18.81% 1.807%
12 6.967 530 532 534 rBV 403483 370190 20.23% 1.945%
13 7.253 555 557 560 rBvV 524640 606430 33.14% 3.186%
14 7.447 571 574 576 rVB 272972 306190 16.73% 1.608%
15 7.950 615 618 620 rVB 169357 214248 11.71% 1.125%

16 8.830 693 695 698 rBvV 821730 860248 47.02% 4_.519%
17 10.179 810 813 815 rVB 605068 510577 27.91% 2.682%

18 10.648 850 854 856 rvB 21757 27413 1.50% 0.144%
19 10.682 856 857 858 rBvV 20038 19985 1.09% 0.105%
20 10.831 869 870 872 rBV 18114 18688 1.02% 0.098%
21 10.968 880 882 883 rBvV 20415 19804 1.08% 0.104%
22 11.002 883 885 888 rvB 798242 1018696 55.68% 5.351%
23 11.345 910 915 919 rvv 41796 67333 3.68% 0.354%
24 11.413 919 921 925 rVB4 11726 24238 1.32% 0.127%
25 11.596 933 937 939 rVB 15083 26090 1.43% 0.137%
26 11.871 957 961 962 rBV 14416 24774 1.35% 0.130%
27 11.905 962 964 968 rVB 22577 26861 1.47% 0.141%
28 11.985 968 971 974 rBV 198426 214033 11.70% 1.124%
29 12.042 974 976 978 rBV 14802 18609 1.02% 0.098%
30 12.202 987 990 992 rVB 26471 51707 2.83% 0.272%
31 12.294 996 998 1000 rVvB 42716 41927 2.29% 0.220%

32 12.419 1007 1009 1011 rBV 132986 137886 7.54% 0.724%
33 12.591 1022 1024 1026 rBV 220078 201674 11.02% 1.059%
34 12.739 1030 1037 1039 rVv2 20771 37617 2.06% 0.198%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077523.D

Aca On : 2 Mar 2015 15:36

Operator : TP/1Z

Sample : 6G1399-04 5X

Misc S

ALS Vial : 4 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: CENTROID

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.774 1039 1040 1044 rVB2 17967 22277 1.22% 0.117%

36 12.854 1044 1047 1048 rBV 928009 1103540 60.31% 5.797%
37 12.876 1048 1049 1051 rVB 144781 116855 6.39% 0.614%

38 12.945 1051 1055 1057 rBV 26920 38904 2.13% 0.204%
39 13.276 1081 1084 1087 rVB 18751 25242 1.38% 0.133%
40 13.482 1099 1102 1103 rBVY 17860 25587 1.40% 0.134%
41 13.517 1103 1105 1108 rVV 22237 33337 1.82% 0.175%
42 13.608 1111 1113 1115 rVV 40413 51725 2.83% 0.272%
43 13.642 1115 1116 1119 rVB 20438 18495 1.01% 0.097%
44 13.791 1126 1129 1132 rVB4 12068 26695 1.46% 0.140%
45 13.859 1132 1135 1139 rBV3 17112 42897 2.34% 0.225%
46 14.168 1158 1162 1163 rVV2 20384 33163 1.81% 0.174%
47 14.202 1163 1165 1167 rVV3 16080 23241 1.27% 0.122%
48 14.271 1169 1171 1174 rVB2 20420 28988 1.58% 0.152%
49 14.351 1176 1178 1180 rVB 205172 232473 12.71% 1.221%
50 14.431 1183 1185 1187 rVV 50724 67580 3.69% 0.355%
51 14.477 1187 1189 1192 rVB2 39945 44409 2.43% 0.233%
52 14.534 1192 1194 1198 rBV 44003 66606 3.64% 0.350%
53 14.637 1200 1203 1205 rVV 233368 283172 15.48% 1.488%
54 14.694 1205 1208 1210 rVv4 9311 23100 1.26% 0.121%
55 14.740 1210 1212 1214 rVV3 18332 23420 1.28% 0.123%
56 14.797 1214 1217 1218 rVV2 17144 23556 1.29% 0.124%
57 14.842 1218 1221 1224 rVV 614576 622748 34 .04% 3.271%
58 14.911 1224 1227 1230 rVB3 15123 34062 1.86% 0.179%
59 15.025 1235 1237 1238 rVV2 14837 21554 1.18% 0.113%
60 15.060 1238 1240 1243 rVB2 26720 38528 2.11% 0.202%
61 15.174 1248 1250 1253 rVV2 25116 39201 2.14% 0.206%
62 15.288 1259 1260 1262 rBV 19208 20447 1.12% 0.107%
63 15.334 1262 1264 1267 rBV3 19081 40340 2.20% 0.212%
64 15.391 1267 1269 1272 rVV4 13711 24978 1.37% 0.131%
65 15.825 1304 1307 1309 rBVZ2 21727 49829 2.72% 0.262%

66 15.940 1314 1317 1321 rVV 646251 762006 41.65% 4._.003%
67 16.145 1332 1335 1337 rBV 1173384 1380071 75.43% 7.250%
68 16.351 1350 1353 1355 rVB 591548 663938 36.29% 3.488%
69 16.408 1355 1358 1359 rBvV 845347 1017553 55.61% 5.345%
70 16.443 1359 1361 1362 rVV 299113 357002 19.51% 1.875%

71 16.477 1362 1364 1367 rVB 391180 416175 22.75% 2.186%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077523.D

Aca On : 2 Mar 2015 15:36

Operator : TP/1Z

Sample : 6G1399-04 5X

Misc S

ALS Vial : 4 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: CENTROID

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 16.660 1378 1380 1382 rBV2 38832 44923 2.46% 0.236%
73 16.865 1396 1398 1401 rVB2 137040 200280 10.95% 1.052%
74 16.957 1404 1406 1408 rBV 33276 64042 3.50% 0.336%
75 17.094 1416 1418 1421 rBV3 43891 81590 4._.46% 0.429%

76 17.471 1449 1451 1455 rBV 103259 265929 14.53% 1.397%
77 17.803 1478 1480 1483 rVB 95044 130553 7.14% 0.686%
78 17.871 1483 1486 1488 rVB 77750 94212 5.15% 0.495%
79 17.940 1489 1492 1496 rBV 910466 1288060 70.40% 6.766%

Sum of corrected areas: 19036585
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077523.D

Aca On : 2 Mar 2015 15:36

Operator : TP/1Z

Sample : 6G1399-04 5X

Misc S

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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: BFO77523.D

1200000
1000000
800000

600000

5.37
5.81 6.97

400000
5.55 7.45

200000 155 185 6.24

1.7 5.04 A 6.59

e T B

T T
Time-->  1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BFO77523.D

1200000

1000000 12.85

8.83 11.00
800000

10.18

600000

400000

200000

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 14.00
Abundance TIC: BFO77523.D

16.15 17.94

1200000
1000000 16.41
800000 1594 | 10 de

14.84
600000

400000

200000

amEmao 128

e

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00

8270-BF021915.M Tue Mar 03 11:40:02 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077523.D

Aca On : 2 Mar 2015 15:36

Operator : TP/1Z

Sample : 6G1399-04 5X

Misc S

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.41 60.34 ng 1829680 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 5
5 1,3,5-Trioxane 90 C3H603 000110-88-3 4

Abundance Scan 46 (1.412 min): BFO77523.D (-43) (-) m/z 73.10 100.00%
73
5000 43
89 R
37 55 100 1.20 140 160 1.80
11 PSSR MRS S m/z 43.10 46.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 SRS SRR A
1.00 1.20 1.40 1.60 1.80
31 89 m/z 89.10 29 .44%
T |'?§'|"??|""| '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
43 SRS SRR
55 1.00 1.20 1.40 1.60 1.80
5000 m/z 41.05 9.05%
29
s 37, 49 |6l g7 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2103: Propane, 2-methoxy-2-methyl-
73 1.00 1.20 1.40 1.60 1.80
m/z 45.10 6.78%
5000
57
29 41
15 \‘ \“\ 50 1 ! 87 JaN
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 100 120 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077523.D

Aca On : 2 Mar 2015 15:36

Operator : TP/1Z

Sample : 6G1399-04 5X

Misc S

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 15

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

1.72 3.42 ng 103790 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 73 (1.721 min): BF077523.D (-70) (-) m/z 73.10 100.00%
3
5000 43
55 87

| 1.40 1.60 1.80 2.00
1 Y N m/z 43.05 39.32%

m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 LA L L L L L L LB BB L |
43 1.40 1.60 1.80 2.00
5 87 m/z 55.10 27.43%
29 ‘ ‘
SN 2t N U1 A I - O
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
1.40 1.60 1.80 2.00
5000 43 m/z 87.10 26.64%
58
N B o o L o o LA e e o
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8131: 3-Hexanol, 2-methyl- R R
5! 78 1.40 1.60 1.80 2.00
m/z 41.10 13.13%
5000
43
31
Ll 3711 I 67 ||, 83 97 115
N B LA B o o e e LA e o o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077523.D

Aca On : 2 Mar 2015 15:36

Operator : TP/1Z

Sample : 6G1399-04 5X

Misc S

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16

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

5.04 3.29 ng 99749 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Diacetamide 101 C4H7NO2 000625-77-4 9
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 363 (5.036 min): BF077523.D (-361) (-) m/z 43.10 100.00%
a3
59
5000
1 480 500 520 540
83 : : : :
...,....,....,....-,'.-...??.'.-I,....,....,.~...,...:,|....,. m/z 59.10 57.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 " 480 500 520 540
m/z 101.10 18.52%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
" 480 500 520 540
5000 59 m/z 58.10 17 .65%
73
101
28 37 51 67 79 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 /
Abundance #8114: 3-Hexanol, 4-methyl- R E A pmmas m
509 4.80 5.00 5.20 5.40
m/z 41.05 8.51%
5000 41
31
| .
A .1 O Y M-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077523.D

Aca On : 2 Mar 2015 15:36

Operator : TP/1Z

Sample : 6G1399-04 5X

Misc S

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Benzene, (1-methylethyl)- Concentration Rank 12

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

6.24 5.00 ng 151750 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 94
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. 1-ethvl-4-methvl- 120 C9H12 000622-96-8 86
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 80
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 72

Abundance Scan 468 (6.236 min): BF077523.D (-465) (- m/z 105.10 100.00%
105
5000
120
77 rrrTrrTTTTTTT T T T T T
39 51 o 65 | 01 6.00 6.20 6.40 6.60
Ol e i 28 00 L Tm/z 120.10 26.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9119: Benzene, (1-methylethyl)-
105
5000 S A RARS RARRE AL
6.00 6.20 6.40 6.60
77 120 m/z 77.10 14.63%
21 3\9 5‘1 63 H 9\1 Ll
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
6.00 6.20 6.40 6.60
5000 120 m/z 79.10 12.70%
2z ¥ s 63 A
69 84 98 113
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9134: Benzene, 1-ethyl-4-methyl- e B A BEma Ry
105 6.00 6.20 6.40 6.60
m/z 103.10 11.39%
5000
120
7 91
s 27 B S B
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077523.D

Aca On : 2 Mar 2015 15:36

Operator : TP/1Z

Sample : 6G1399-04 5X

Misc S

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 unknown6.97 Concentration Rank 5

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

6.97 12.21 ng 370190 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Xenon 132 Xe 007440-63-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 532 (6.967 min): BFO77523.D (-530) (-) m/z 132.00 100.00%
32
5000
68
96 IIIIIIIIIIIIIIIIIII
40 54 75 103 6.60 6.80 7.00 7.20 7.40
....,...::':..4?,.-:..,6.2:!-.|,..'..,..5.‘?,..!.,.-:..,....,...., | [m/z 68.10  34.78%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R I R L I
6.60 6.80 7.00 7.20 7.40
78 m/z 134.00 32.08%
Twa
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 67 m/z 66.10 21.80%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 \
Abundance #14069: Xenon ||IIII|IIII|IIII|IAIII|I
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 13.92%
5000
66
"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I}%§l'” T S UL R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077523.D

Aca On : 2 Mar 2015 15:36

Operator : TP/1Z

Sample : 6G1399-04 5X

Misc S

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 unknownl2.42 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.42 2.50 ng 137886 Phenanthrene-d10 12.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Benzvl-5-chloro-1.2.3-triazole... 209 C9H8CIN30 116932-67-3 38
2 1-Benzvl-1.2.3-triazole 159 C9HON3 004368-68-7 35
3 N-Benzvl-1H-benzimidazole 208 C14H12N2 004981-92-4 22
4 3-(Benzvlthio)acrvlic acid. meth... 208 C11H1202S 1000192-96-8 14
5 3-Benzyl-4-chloro-1,2,3-triazole... 209 C9H8CIN30 116932-63-9 11
Abundance Scan 1009 (12.419 min): BF077523.D (-1007) (-) m/z 91.10 100.00%
il
5000
65 77 193 208 12.00 12.20 12.40 12.60 12.80
39 51 178
,....-,..l..,-.'...'-,..-!.,~-.'..|:',..--|~..,..1“.32I,1.6.7..-~,...'.,.!-.. m/z 104.10  20.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62441: 3-Benzyl-5-chloro-1,2,3-triazole 1-oxide
g1
5000 RN A"p""l""l"'
12.00 12.20 12.40 12.60 12.80
o5 130 m/z 130.10 18.09%
89 51 T 7T 104 1997 | 149 209
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
91
12:00 12,20 12.40 12.60 12.80
5000 m/z 115.10 15.89%
130
65
27 39 51 77 104 159
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #61570: N-Benzyl-1H-benzimidazole
g1 12.00 12.20 12.40 12.60 12.80
m/z 208.10 13.35%
5000 208
51 77 | 103 U8 13 i ‘ ,
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 1éo 2(')0 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\BF030215\
Data File : BF077523.D

Aca On : 2 Mar 2015 15:36

Operator : TP/1Z

Sample : 6G1399-04 5X

Misc S

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Benzene, 1,1"-(1,2-cyclobut... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.59 3.66 ng 201674 Phenanthrene-d10 12.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1.2-cvclobutanedi... 208 Cl6H16 020071-09-4 90
2 Benzene. 1.1°-(1l.2-cvclobutanedi... 208 C16H16 007694-30-6 90
3 T2.21Paracvclophane 208 C16H16 001633-22-3 72
4 Cvclobutane. 1.3-diphenvl-. trans- 208 C16H16 025558-23-0 72
5 Cyclobutane, 1,2-diphenyl- 208 C16H16 003018-21-1 56
Abundance Scan 1024 (12.591 min): BF077523.D (-1022) (-) m/z 104.10 100.00%
104
5000
e
78 12.20 12.40 12.60 12.80 13.00
51 89 178
) 2 83 ST 15 128130 192 105 TA7 191 208 nzo 78.10  11.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61778: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, trans-
104
A
5000 BN BN LR BN B
12.20 12.40 12.60 12.80 13.00
m/z 103.10 10.72%
27 39 51 63 ?F 89 || 115 128139 152 165 178189 208
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
104
12.20 12.40 12,60 12.80 13.00
5000 m/z 105.10 9.11%
78
27 39 51 63 89 115 128139 151 165 178189 208
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61736: [2.2]Paracyclophane
104 12.20 12.40 12.60 12.80 13.00
m/z 77.00 6.17%
5000
208
27 39 51 63 ?8 89 || 115 128139 152 165 178 191
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077523.D

Aca On : 2 Mar 2015 15:36

Operator : TP/1Z

Sample : 6G1399-04 5X

Misc S

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 unknownl5.94 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.94 11.04 ng 762006 Chrysene-di12 16.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2.3-Diphenvlcvclopropvlmethvl ... 332 C22H200S 131758-71-9 43
2 1.2-Propanediol. 3-benzvloxv-1.2... 266 C14H1805 013754-10-4 32
3 Benzonitrile. m-phenethvl- 207 C15H13N 034176-91-5 25
4 Benzene. (5-i1odopentv)- 274 C11H151 099858-37-4 17
5 Alpha-phenyl-alpha-tropylacetald... 378 C22H22N202S 022532-16-7 16
Abundance Scan 1317 (15.940 min): BF077523.D (-1314) (-) m/z 91.10 100.00%
o
5000
117
5 65 143 163179 2T7 230247 s1o 15.60 15.80 16.00 16.20
0 ””“”.H”n“.m”h.”w””“”w””.L..”q””.”.“.w””“”q m/z 117.10 27 .02%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133902: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxide,...
a1 129
5000 AN AASAUEAUNSRRE
15.60 15.80 16.00 16.20
207 m/z 207.05 15.12%
39 65, 110 ) 152 178 | g5 316332
m>m&&mm@mmmmmmmmmm
Abundance
91
15.60 15.80 16.00 16.20
5000 117 m/z 194.10 12.91%
43 o5
27 147 167 193 223
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60948: Benzonitrile, m-phenethyl- T A, T
il 15.60 15.80 16.00 16.20

m/z 92.10 7.90%

5000

65 207
39 ‘ 116 141

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077523.D

Aca On : 2 Mar 2015 15:36

Operator : TP/1Z

Sample : 6G1399-04 5X

Misc S

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 unknownl6.41 Concentration Rank 3

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

16.41 14.75 ng 1017550 Chrysene-di12 16.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 46
2 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 38
3 (2.3-Diphenvilcvclopropvlmethvl ... 332 C22H200S 131758-71-9 32
4 3-Methvl-2-phenvlindole 207 C15H13N 010257-92-8 30

5 Indolizine, 2-(4-methylphenyl)- 207 C15H13N 007496-81-3 27
Abundance Scan 1358 (16.408 min): BF077523.D (-1355) (-) m/z 91.05 100.00%
o 207
129
5000
39 65 110 15 178 — 265 208 320 16.00 16.20 16.40 16.60 16.80
e ek A0S L 220 bk Wl 226242 265 298 320 | sz 207.10  87.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60954: 1H-Indole, 1-methyl-2-phenyl-
207
5000 A|||||||||||||||||||||||

16.00 16.20 16.40 16.60 16.80
m/z 129.10 80.60%

57 51 77 103 130,916 101

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
207
16.00 16.20 16.40 16.60 16.80
5000 m/z 206.10 32.40%
28 51 77 102 130 152 178
wmﬁmmﬂwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133902: (2,3-Diphenylcyclopropylymethyl phenyl sulfoxide, ...
91 129 16.00 16.20 16.40 16.60 16.80
m/z 105.05 20.60%
5000
207
39 65 119 | 152 178 “ 225 316 A A
e e e e e e B  EREEEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. OO 16.20 16. 40 16.60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030215\
Data File : BF077523.D

Acq On : 2 Mar 2015 15:36

Operator : TP/1Z

Sample : G1399-04 5X

Misc S

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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]
Propane, 2,2-dime... 1.41 60.3 ng 1829680 1 7.26 606430 20.0
Butane, 2-methoxy... 1.72 3.4 ng 103790 1 7.26 606430 20.0
2-Pentanone, 4-hy... 5.04 3.3 ng 99749 1 7.26 606430 20.0
Benzene, (1-methy... 6.24 5.0 ng 151750 1 7.26 606430 20.0
unknown6 .97 6.97 12.2 ng 370190 1 7.26 606430 20.0
unknownl2 .42 12.42 2.5 ng 137886 4 12.85 1103540 20.0
Benzene, 1,1"-(1,... 12.59 3.7 ng 201674 4 12.85 1103540 20.0
unknownl15.94 15.94 11.0 ng 762006 5 16.15 1380070 20.0
unknownl6.41 16.41 14.8 ng 1017550 5 16.15 1380070 20.0
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